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Two-dimensional (2-D) numerical simulations based on the Eulerian—Lagrangian
method that take droplet break-up into account are conducted to clarify the mean
structure of gaseous detonation laden with a dilute water spray. The premixed mixture
is a slightly diluted stoichiometric hydrogen—oxygen mixture at low pressure. The
simulated results are analysed via 2-D flow fields and statistical Favre spatiotemporal
averaging techniques. Gaseous detonation with water droplets (WD) propagates stably
with a velocity decrease compared with the dry Chapman—Jouguet speed. The mean
structure of gaseous detonation with dilute water spray shares a similar structure as
the one without water spray. However, the hydrodynamic thickness is changed due
to the interaction with water spray. Overall interphase exchanges (mass, momentum
and energy) that take place within the hydrodynamic thickness induce a decrease of
the detonation velocity and lower the level of fluctuations downstream of the mean
leading shock wave. Droplet break-up occurs downstream of the induction zone and
in our case, the water vapour from the evaporation of water spray does not affect the
reactivity of gaseous detonation. The laminar master equation for gaseous detonation
laden with inert WD shows that the hydrodynamic thickness should rely on the
gaseous sound speed, and works well as the working mixture is weakly unstable
and its cellular structure is regular. The droplet flow regimes and break-up modes
have also been determined. The characteristic lengths of detonation and interphase
exchanges have been ordered under the present simulation conditions and have been
shown to be intimately intertwined.
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1. Introduction

Since their discovery, detonation phenomena have attracted a great deal of attention
regarding safety hazards and propulsion applications. Detonation is a self-sustaining
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supersonic premixed combustion wave, which consists of a leading shock wave
coupled with a reaction zone.

Many advantages could be achieved from its use in a combustor. Indeed, according
to the Fickett-Jacob cycle, higher total temperature and pressure than in conventional
engines can be reached, resulting in a higher thermal efficiency and increased thrust.
Moreover, the use of smaller compressors renders the engine more compact. These
advantages have motivated many studies all over the world (Kailasanath 2000; Roy
et al. 2004; Wolanski 2013). As the full-scale propulsion system is limited in space,
using fuel as a liquid is very attractive because of its high energy density content (see
Li et al. (2011) and Lu et al. (2017) on liquid fuel based pulsed detonation engines
and Kindracki (2015) and Frolov et al. (2017) for rotating detonation engines).
For instance, Kindracki (2015) designed the geometry of a rotating detonation
chamber that uses liquid kerosene and gaseous air and investigated the initiation
and propagation of rotating detonation. No stable rotating detonation could be
obtained at room temperature. Stable operation was then obtained with lean and
rich mixtures, with a small addition of gaseous hydrogen (below the lean limit) and
20% liquid isopropyl nitrate. A velocity deficit of 20 %-25% as compared to the
Chapman—Jouguet (CJ) velocity was furthermore observed. Moreover, the instability
of the detonation wave with liquid fuel may affect the performance and reliability of
the detonation engine and therefore must be controlled.

On the other hand, severe damage to people and goods may occur if the detonation
happens unintentionally, such as in coalmines or nuclear power plants. Therefore,
knowledge of initiation and mitigation of detonations are essential for safety
applications. One of the potential solutions to mitigate damage is the use of water
sprays (Thomas 2000). Boeck et al. (2015) showed that water droplets whose Sauter
mean diameter (SMD) is 13 wm delays the deflagration-to-detonation transition for
atmospheric stoichiometric hydrogen air mixture and that the detonation propagation
speed decreases by 3 % as compared to the CJ speed. Another experimental study by
Niedzeilska et al. (2017) indicated the possibility of water spray with an SMD of
500 pm for detonation quenching.

Therefore, knowledge of detonation in a liquid heterogeneous mixture is of primary
importance (Murrary & Thibault 2009; Higgins 2012) not only for the development of
the detonation combustor using liquid fuel but also for the mitigation of detonation
by water spray. Much fundamental research (Ragland, Dabora & Nicholls 1968;
Dabora, Ragland & Nicholls 1969; Thomas, Edwards & Edwards 1990; Ju & Law
2002; Chang & Kailasanath 2003; Lu & Law 2004; Papalexandris 2004, 2005;
Kailasanath 2006; Smirnov et al. 2007; Fedorov & Kratova 2015a,b; Benmahammed
et al. 2016; Jarsalé, Virot & Chinnayya 2016; Liu, Liu & Li 2016) has been
conducted to obtain some physical insight into these combined phenomena. Their
aim is to clarify their characteristics such as lower propagation velocity compared
with the CJ velocity, modification of the cellular structures, and delayed (or enhanced)
deflagration-to-detonation transitions. In addition, these aforementioned characteristics
are known to be affected by the droplet diameter, liquid volume fraction, polydisperse
droplet diameter distribution and mixture reactivity. Nevertheless, the detailed
propagation mechanism and the structure of gaseous detonation in heterogeneous
mixtures remain partially understood as compared to homogeneous gaseous detonation.

One of the studies to clarify the structure for gaseous detonation with water droplets
(WD) in term of the hydrodynamic thickness has been conducted by Jarsalé et al.
(2016). They performed an experiment to generate new data on gaseous detonation
propagating through a C,Hy-air mixture laden with WD. The cell size was drastically
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altered and the velocity decreased compared with the dry CJ velocity. Also, they
measured the hydrodynamic thickness by the analysis of the post-shock pressure
fluctuations and revealed that the ratio of hydrodynamic thickness over the cell size
remains quite constant regardless of the presence of WD. However, they were not
able to get access to the behaviour of WD such as, for instance, their motion and the
location of evaporation. Therefore, both numerical and experimental approaches are
required to understand the structure of detonation in heterogeneous mixtures and the
interplay between phases. Watanabe et al. (2019) performed two-dimensional (2-D)
numerical simulations based on previous experiments by Jarsalé et al. (2016) and
analysed the structure of two-phase detonation via Favre-averaged one-dimensional
profiles. Favre averaging of gaseous detonations has been previously performed to
gain more insight into the chaotic and turbulent cellular gaseous detonations (Lee &
Radulescu 2005; Radulescu et al. 2007; Maxwell et al. 2017), when losses are present
(Sow, Chinnayya & Hadjadj 2014, 2015, 2019; Reynaud, Virot & Chinnayya 2017)
and with spatially inhomogeneous initial conditions (Mi et al. 2017a; Mi, Timofeev
& Higgins 2017b). Watanabe et al. (2019) confirmed stable propagation of gaseous
detonation in fresh gas mixture with WD with a small velocity decrease (maximum
3.2%) as compared to the dry CJ speed and also the change of the cellular structure
by addition of WD in the leaner mixture case, as in the experiments. The structure
of detonation can be seen to be significantly modified by WD evaporation. This
endothermic process is coupled with the detonation wave and the levels of velocity,
vorticity and temperature fluctuations downstream of the mean leading shock are
lowered. Additionally, they reported that the hydrodynamic thickness decreased with
WD when the sound speed for a two-phase mixture, of which one of the assumptions
is velocity equilibrium, is used. Nevertheless, the computational domain was quite
short from the interaction with water droplet domain (i.e. 100 mm). Moreover, their
Favre-average analysis was based only on one last instantaneous flow field of the
gaseous phase and they did not obtain the dispersed phase counterpart. In addition,
they did not take into account droplet break-up. Indeed, the impingement of high
amplitude shock waves on the liquid dispersed phase will shatter the droplets. The
exchange surface will be increased and will enhance the energy transfer between
phases.

Steady laminar detonation is composed of a shock wave, followed by an induction
zone where a pool of intermediate species proliferate before the exothermic reactions
proceed to raise the temperature. However, detonations are intrinsically unstable
and are prone to develop multidimensional cellular structures, of which regularity
depends on the reactivity of the mixture. These instabilities delay the mean sonic
line, propagating at the same speed as the shock, and which isolate the detonation
front from the rear. Thus, four characteristic lengths of detonation can be defined at
least (Lee 2008): induction and reaction lengths, the cell size and the hydrodynamic
thickness, which is the distance from the mean shock to the mean sonic plane.

After the passage of the shock that is driven by the gas phase in the dilute regime,
the mixture is out of equilibrium. At least, three relaxation zones (in contrast to two
with solid particles) can be identified to recover this equilibrium: droplet equilibration
to the saturation temperature, velocity and temperature equilibration (Guha 1992a,b).
As the shock is of high amplitude in detonation conditions, break-up is likely to occur,
which will enhance the relaxation processes and its characteristic time has to be taken
into account (Saurel & Lemetayer 2001; Kolev 2007). Secondary atomization is a very
active field of research (Guildenbecher, Lopez-Rivera & Sojka 2009). More recently,
Theofanous (2011) has discussed the different physical mechanisms that could explain
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the loss of the integrity of the droplet. The present study is also motivated by Jarsalé’s
experiments (Jarsalé 2017), driven by the ratio of the induction length to the secondary
break-up length of the spray of droplets.

Therefore, this study aims to understand to what extent the four detonation
characteristic lengths and the four droplet characteristic times can be intertwined,
and how these processes interact with each other. To that end, a weakly unstable
gaseous mixture with an initial regular cellular structure is chosen, for which the third
dimension should not bring any quantitative difference on the mean quantities (Taileb
et al. 2018). The mixture is 2H, + O, + 2N, at the initial low pressure of 10 kPa
and at an initial temperature of 300 K. The mass loading of the water droplets is
0.07, with a uniform diameter of 15.9 pwm. This initial distribution is expected to
evolve as the droplet undergoes continuous acceleration as well as transverse shock
wave impingement during its course within the cell. In addition, the different flow
and break-up regimes that the droplet undergoes from the shock to the mean sonic
plane can also be inferred from the computations.

In order to capture the motion and behaviour of WD, an Eulerian-Lagrangian
method is desirable to model the two-phase mixture. In addition, the evaporation of
WD generates additional water vapour in the gaseous phase and the reactivity of the
mixture may thus be affected. Therefore, in this study, two-dimensional numerical
simulations based on an Eulerian—Lagrangian method that takes droplet break-up into
account and reactive Navier—Stokes equations, with source terms accounting for the
detailed chemistry and the interactions with the liquid phase, are performed to clarify
quantitatively the influence of the dilute water spray on the characteristics of the
gaseous detonation. A detailed discussion is carried out to analyse the detonation
structure and the interactions between gas phase and water spray via statistical
Favre-averaged one-dimensional profiles for both gaseous phase and dispersed phase
from the simulation results. The recycling block method (Sow et al. 2019) is used to
enable a longer length of the detonation propagation.

The plan of this paper is organized as follows. Section 2 describes the mathematical
modelling and numerical method for gaseous detonation with dilute water spray. Then,
the problem statement is presented in § 3. Section 4 presents the results obtained in
the simulation and discusses the mean structure of gaseous detonation with dilute WD.
The different flow regimes of the droplet will be highlighted. A master equation will
be derived that helps to classify the relative importance of the different interphase
exchanges to the thermicity. The effect of the evaporated water on the reactivity of
the mixture will also be evaluated. Finally, the main conclusions are drawn in §35.

2. Mathematical modelling and numerical method
2.1. Governing equations

The detonation propagation in a water spray is related to a two-phase flow of gas
and liquid droplets. The Eulerian-Lagrangian method is used to model the gaseous
detonation laden with dilute water spray. The gaseous phase is assumed to be a
viscous, reactive, compressible and ideal gas. Nine chemical species are considered,
namely H,, O,, H, O, OH, H,O, HO,, H;O, and N,. The governing equations
combined with gas porosity are the 2-D reactive compressible Navier—Stokes equations
with source terms accounting for the chemical reactions and the interactions with the
droplets. The equation of state for an ideal gas is used to close the system;
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Here, oy, pg, Uy, Dy Ty, €4, Yo and R, =RM(ZQ’;1 Y, «/W,) represent porosity, gas
density, velocity vector, pressure, temperature, total energy, mass fraction of species
k and gas constant, respectively. Here, N; is the total number of chemical species
and T, qq, J,, and g, denote the shear stress, heat flux, diffusion flux, and reaction
rate, respectively. Also, V.., ni, f drag.i> Geonv.is Gevap.i and m; are cell volume, number
density, drag force, heat flux by convection, heat flux by evaporation, and mass flux
by evaporation, respectively for each droplet i € (i, i) belonging to the cell volume.

The hydrogen—oxygen combustion mechanism used is the detailed model proposed
by Hong, Davidson & Hanson (2011), which considers nine species and 20
elementary reactions. The detailed chemical mechanism is given in appendix A.
The thermochemical species properties are calculated using the Janaf thermochemical
polynomials (McBride, Gordon & Reno 1993). As for the transport properties of
viscosity and thermal conductivity, apart from HO,, a method proposed by Gordon,
McBride & Zeleznik (1984) is used to estimate the gas viscosity and thermal
conductivity. The reason why the transport coefficients of viscosity and thermal
conductivity are evaluated using different methods is that the coefficient data for
HO, are not available from the Gordon et al. method. From a preliminary study, the
Gordon et al. method can be shown to be accurate as compared to the experimental
data for viscosity and thermal conductivity. As for the HO, chemical species, the
viscosity and thermal conductivity are calculated from the Chapman—Enskog method
(Chapman & Cowling 1991) and the Eucken method (Poling, Prausnitz & O’Connel
2001), respectively. The Wilke method (Wilke 1950) and the Wassiljewa method
(Wassiljewa 1904) are used to estimate the multi-component gas viscosity and thermal
conductivity based on the pure species values. The binary diffusion coefficients are
evaluated using the Chapman—Enskog method (Chapman & Cowling 1991).

Particle tracking is employed to model the droplet motion. The governing equations
for droplets are Newton’s equation of motion, the energy conservation equation, the
mass conservation equation and the number density conservation equation:

dui
m; d :fdrag,i +fpres,i’ (26)
t
dT;
m;Ci—— = {conv,i + Gevap,is (27)
dr
dm,‘
- 2.8
a " (28)
dn; .
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dr
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Here, m;, ¢; and f ., ; are the WD mass, WD specific heat, and the force due to
the pressure gradient, respectively. The drag force f,,,; is estimated using a model
proposed by Ling et al. (2012). As the Biot number in this study is much less
than unity, the intraparticle temperature gradient can be neglected. Additionally, the
particle-specific heat is assumed to be constant. Droplet evaporation is estimated by
the model proposed by Abramzon & Sirignano (1989). The convective heat flux is
calculated using the Ranz—Marshall equation (Ranz & Marshall 1952). The droplet
break-up occurs under the assumption that the droplet diameter decreases linearly
during the break-up process (Chauvin et al. 2016). It is a phenomenological model
based on the critical Weber number (We.) and the non-dimensional total break-up
time which are modelled by Brodkey (1967) and Pilch & Erdman (1987), respectively.
Even if the hydrodynamic model of Chauvin et al. (2016) differs from the present one,
the numerical results can be shown to agree very well with each other. Comparison
with the experimental data of Chauvin et al. (2011) on shock interaction with a cloud
of water droplets can be found in appendix B.

In most cases, the cellular structures can be retrieved with the use of the reactive
Euler equations with a proper chemical mechanism. However, when the fuel comes
to methane and propane-like based fuels, of which cellular structure can be classified
as very highly irregular (Libouton, Jacques & van Tiggelen 1981), we cannot exclude
turbulent burning of the unburnt pockets torn off by triple point collision (Radulescu
2018). Nevertheless, in our case of very weakly unstable detonation, the reactive
Euler equations would be sufficient to retrieve the proper cellular structure. However,
as the initial pressure is very low (10 kPa) and there are few cells in the width of
the channel (of which conditions have been chosen for resolution issues), we cannot
exclude a priori the influence of the growth of the boundary layer on the detonation
velocity. Computations in the next sections have shown a posteriori that this is not
the case (see §4.3) and that the detonation deficit comes from the presence of the
water droplets. In addition, the additional water vapour from the evaporation of water
droplets will mix with the gas phase, and the diffusion effect needs to be taken into
account to estimate its influence on the reactivity of the gaseous mixture.

The mean structure of three-dimensional gaseous detonations has been addressed
only recently (Taileb et al. 2018) and is still in its infancy, also due to its
computational cost. However, 2-D simulations have been shown to bring about
the main qualitative features of gaseous detonations. This has driven the choice of
a weakly unstable mixture, for which the third dimension will not bring quantitative
modifications on the gas mean quantities. The only modification will be at the
intersection of lines of triple points, which will influence very locally the droplet
motion. However, this will not influence the mean quantities. Once again, different
conclusions would have to be drawn for mildly or very unstable cases.

2.2. Numerical solvers

A classical time-splitting method is employed to couple the hydrodynamics with
the detailed chemistry and the interphase exchanges. The spatial derivatives of the
left-hand side of (2.1)-(2.4) are discretized by fifth-order advection upstream splitting
methods using pressure-based weight functions (known as AUSMPW+) improved by
Kim, Kim & Rho (2001) based on a modified weighted essentially non-oscillatory
scheme (known as MWENO-Z) (Hu, Wang & Chen 2016) and the diffusive terms
by a second-order central differential scheme. The time integration method for
the convective and diffusion terms is the third-order total variation diminishing
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Material: water
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Initial temperature: 300 K
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FIGURE 1. Computational initial conditions of two-phase detonation with dilute water
spray.

Runge—Kutta method (Gottlieb, Shu & Tadmor 2001), and the multi-time-scale
method (Gou et al. 2010) is used for efficient time integration of the chemical source
term.

The first-order symplectic Euler method (Cromer 1981; Tuley et al. 2010) is used
for the integration of (2.6) for droplets. For the time integration of (2.7)—(2.9), the
Euler explicit method is used.

The porosity is then calculated using the ratio of the total volume of droplets
which locate inside the computational cell to the computational cell volume. For the
summation of the total volume of droplets inside the computational cell, the particle
centroid method is utilized (van der Hoef ef al. 2008; Sun & Xiao 2015).

The gas phase quantities around the droplet to calculate the interphase exchanges
are estimated by interpolating the surrounding three nearby Eulerian cell values by
the barycentric interpolation, as in Shimura & Matsuo (2018).

The simulations used approximately 3500000 cells, along with nine chemical
species and 5000000 Lagrangian parcels of particles with a typical cost of
approximately 10000 central processing unit (known as CPU) scalar hours. The
wall is an adiabatic no-slip wall, and a transmissive boundary is applied to the
left-hand side of the computational domain. The half-reaction length (h.r.l.) in the
present reaction model is 1696 pm. The minimum grid width is 50 wm and the
resolution is then approximately 34 points per h.rl. The Courant—Friedrichs—Lewy
number is fixed at 0.1 and the typical time step size is around 1077 s.

3. Problem statement

The physical configuration associated with the numerical simulations is depicted in
figure 1. The premixed gas is chosen to be a stoichiometric H,—O, mixture diluted
with 40% N, at an initial pressure of 10 kPa and ambient temperature. Indeed, the
post-shock non-dimensional activation energy (E,/RTyy) for the premixed mixture
in the present reaction model is 5.5. The premixed gas can then be classified as a
weakly unstable mixture according to the stability analysis (Lee & Stewart 1990;
Austin 2003).

The width of the channel is 39 mm, which corresponds approximately to one cell
and a half. Initially, the detonation is fully developed in the initial section of the
computational domain, and then propagates towards the WD section. The WD whose
initial diameter and temperature are 15.9 wm and 300 K, respectively, are uniformly
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distributed in the fresh gas. The apparent density of liquid is 5.5 g m~>, of which
mass loading is 7.45 %.
The Reynolds average values are computed as follows:

. 1 H . 1 T
G:H/0 {TILH;O (T/o Gx—x,(3, 1), y, t)dt)}dy. 3.1

In (3.1), H is the height of the channel, x;(y, f) is the instantaneous position of the
shock front, which is not straight due to cellular instabilities, and T is the period of
sampling. Then from the Reynolds averages, the Favre quantities can be obtained from
the conservative variables * = (@p);/(ap)r, k=g or [. This limit has been shown to
exist since Radulescu er al. (2007) and more recent aforementioned references, and
also that this mean steady state can be obtained for the subsonic reaction zone, which
stands between the mean leading shock and sonic line. As they travel at the same
velocities, the distance between them is the hydrodynamic thickness. However, this
limit cannot describe the unsteady rarefaction waves, Taylor—Zel’dovich waves, which
takes place beyond.

From the comparison of the simulation results using the coarse grid in appendix C,
the average quantities are converged with the present grid resolution. Moreover,
Reynaud et al. (2017) have also shown that such resolution is sufficient to recover
the gaseous averaged quantities. Therefore, conclusions on the mean structure are not
called into question by the present numerical resolution.

The disturbances downstream of the last characteristic line do not influence the
detonation front nor the propagation and the mean structure of gaseous detonation.
Thus, the simulation is performed with a small computational domain which
encompasses the mean leading shock and the mean sonic line. The computational
domain is updated every time when the gaseous detonation approaches the right
boundary, i.e. a new region is appended to the right of the computational domain
and another is discarded on the opposite side. As a result of this procedure, the
total number of droplets varies during the simulation by the recycling block method.
Namely, the droplets are discarded once they leave the computational domain and
new droplets are added in front of the detonation wave. The recycling bock method
Mi et al. 2017a,b; Reynaud et al. 2017; Sow et al. 2019) is used to reduce the
computational cost with a relatively small computational domain and allows the
detonation to run a long distance, enough to compute mean and statistical values.
Details can be found in Sow et al. (2019).

The length of the computational domain with minimum grid size is set to
120 mm in the present study. The length of the front detonation propagation, in
the computations which are shown in this study, is 900 mm. Then in order to get the
averaged values, the instantaneous 2-D flow fields are saved each time the detonation
front has propagated 1 mm, from 300 mm to 900 mm after the first contact with WD
section. Afterwards, the 600 one-dimensional profiles can be obtained, from which
we finally get the Favre mean one-dimensional profiles.

For the simulation of gaseous detonation, a finer mesh is desirable to capture the
flow field details. However, the mesh size should be larger than the droplet size in the
present numerical method. Therefore, there is a trade-off between mesh resolution for
gaseous detonation and droplets. The low pressure of the initial mixture enables us to
have a large half-reaction length and a mesh resolution of 50 pwm, which is larger than
the size, 15.9 pwm, of the droplets. This mesh resolution corresponds to approximately
34 points per half-reaction length, which is enough to capture the detonation structures
of this weakly unstable mixture.
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FIGURE 3. Probability density function of detonation propagation velocity.

4. Results and discussion
4.1. Propagation velocity

To capture the propagation behaviour and front structure globally, the propagation
velocity is presented in this subsection. The propagation velocity on the bottom wall
is shown in figure 2. The propagation velocity with WD starts to change from the
profile without WD after the first contact with WD. Both peak and minimum velocities
become lower due to the interaction with WD. To analyse the propagation velocity,
the probability density function (p.d.f.) for the detonation velocity is shown in figure 3.
Without WD, the mean detonation velocity (Dc¢j /odropier =2 111 m s7!) agrees well
with the theoretical dry case (chemical equilibrium with application (known as CEA)
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FIGURE 4. Two-dimensional flow fields for gas phase without water droplets. (a) Pressure,
(b) gas density, (c) gas temperature, (d) gas x-velocity in mean shock frame, (¢) Mach
number in mean shock frame, (f) gas y-velocity, (g) mass fraction of H,O, (h) Q criterion,
() maximum pressure.

calculation McBride & Gordon (1996)). With WD, the mean detonation velocity
shows a decrease of 3.8 % as compared to the previous dry case. The instantaneous
propagation velocity ranges from 0.8 to 1.6 CJ velocity and the p.d.f. distribution is
skewed toward the sub-CJ velocity. The peak value of the distribution is 0.9 in the
present study. The overall shape of the p.d.f. in figure 3 is similar between both cases
and the same power-law dependence is observed (Radulescu et al. 2007). However,
the percentage below dry CJ speed increases from around 50 % (without WD) to
60 % by the addition of WD.
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FIGURE 5. Two-dimensional flow fields for gas phase with water droplets. (a) Pressure,
(b) gas density, (c) gas temperature, (d) gas x-velocity in mean shock frame, (e¢) Mach
number in mean shock frame, (f) gas y-velocity, (g) mass fraction of H,O, (k) Q criterion,
(/) maximum pressure.

4.2. Global features

This subsection is devoted to the study of the instantaneous features of the flow
fields in order to address the differences, which come from the presence of the liquid
dispersed phase. Figure 4 depicts the gas phase instantaneous 2-D flow fields without
WD. The different quantities are (a) pressure, (b) gas density, (c) gas temperature,
(d) gas velocity in the x-direction in the mean shock frame, (¢) Mach number in
the mean shock frame, (f) gas velocity in the y-direction, (g) mass fraction of H,O,
(h) Q criterion, () maximum pressure, respectively. The maximum pressure history in
figure 4(i) corresponds to soot foils in experiments. The number of cells inside the
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FIGURE 6. Two-dimensional flow fields for interphase exchange by water droplets.
(a) Evaporation rate, (b) momentum transfer rate in the x-direction, (¢) momentum transfer
rate in the y-direction, (d) energy transfer rate.

channel is 1.5. The cellular structure is regular, with a characteristic sawtooth shape
of the interface between the inert and burned gases and no large fresh pockets of gas
downstream can be seen (figures 4c and 4g). The boundary layer growth can also
be observed near the wall behind the shock wave (figures 4d, 4e and 4h). But it is
too thin to affect the propagation velocity as the ideal theoretical detonation velocity
is retrieved. The vapour water is in a thermochemical equilibrium state far from the
leading shock waves in the absence of WD (figure 4g).

Figure 5 depicts the gas phase instantaneous 2-D flow fields for gaseous detonation
with WD. The instantaneous 2-D flow fields for interphase exchange by WD are
shown in figure 6. Furthermore, figure 7 shows the droplet instantaneous 2-D flow
fields. The figures 6(a—d) and 7(a) correspond to Eulerian fields whereas figure 7(b—j)
represents Lagrangian data and the white colour in figure 7(b—j) mean that there is
no droplet.

The overall cellular detonation structure looks similar to what would be the
detonation without WD, still constituted of incident shocks, Mach stems and transverse
waves. Indeed, the cellular structure with WD does not change drastically even if
the propagation velocity decreases by 3.8 % compared with the dry CJ velocity
(see figures 4i and 5i). However, closer inspection reveals differences. This lower
propagation velocity will induce a lower post-shock gas pressure. The pressure in
the wet case in figure 5(a) will then overtake that of the dry case in figure 4(a) as
the two-phase interactions take place. The same behaviour in figures 4(b) and 5(b)
can be seen as for the density, as water vapour from the liquid phase evaporation is
released in the gas phase from evaporation (figure 6a). Moreover, from temperature
and water vapour flow fields comparison (see figures 4c,g and 5Sc,g), the lower
detonation velocity can be seen to induce a greater induction length, behind the
incident shocks. However, on the contrary of what would be expected, the flow
fields of the gas velocity components and its gradient in figures 4(d—f;h) and 5(d—f,h)
exhibit less complicated structures and vortexes are even suppressed by the of WD
(figures 4h and 5h).
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FIGURE 7. Two-dimensional flow fields for water droplets. (a) Droplet volume fraction,
(b) number density, (c) droplet mass ratio, (d) droplet diameter, (¢) droplet x-velocity,
(f) droplet y-velocity, (g) droplet temperature, (k) particle Mach number, (i) Weber
number, (j) total break-up time.

The flow field for droplet volume fraction which is uniformly distributed initially
shows preferential concentration (figure 7a), the reason for which is not completely
known yet, and jets from triple point collision and shear layers should probably
play a central role. Then further from the leading shock, the liquid volume fraction
decreases due to the evaporation process. Its rate is highest in the higher liquid
concentration zones. The water vapour content is then increased, compared to the dry
case (figures 4g and 5g).
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In the first 15-20 mm behind the leading shock, the droplet velocity remains
relatively low (figures 7¢ and 7f), inducing the highest momentum transfer rates
(figures 6b and 6c¢). The droplet motion seems mainly driven by the high speed
forward and backward jets generated by triple point and transverse wave collisions.
Moreover, the droplet trajectory depends on its inertia and therefore on its diameter,
which decreases due to two processes: break-up and evaporation. The former takes
place within a narrower zone in the first 10 mm (figures 7j and 7b), the latter then
taking over (figure 7c¢). The particle Mach number (figure 7h) and the Weber number
(figure 7i) decrease accordingly due to the decrease of both diameter and relative
velocity. The WD are then more likely to follow the gas. Nevertheless, they seem
more likely to lie near the shear layers, which are torn off by the triple point collision
and convected downstream.

The WD accelerate after the shock wave passage due to pressure and drag forces
and approach velocity equilibrium with gas in the horizontal direction (figure 7e).
However, the WD velocity in the y-direction fluctuates due to the transverse waves,
and velocity equilibrium in the y-direction is not achieved (figure 7f). Indeed, the
transverse waves which pertain long downstream of the shock lead to rapid and
sudden changes of y-gas-velocity (figures 5f and 7f), inducing y-momentum transfer
(figure 6c).

As for temperatures, the droplet temperature reaches very rapidly the saturation
temperature (figure 7g), being the fastest relaxation process (Guha 1992a.,b), before
the beginning of evaporation (figure 6a). A temperature disequilibrium between the
gas and liquid phases remains during all the detonation process.

After the shock passage, the flow becomes subsonic, and then as the gas velocity
is accelerated by burned gas expansion in both cases in figures 4(e) and 5(e), the
flow becomes gradually supersonic. However, some supersonic pockets appear due to
the definition of the Mach number, which is based on the mean detonation velocity,
whereas a more proper definition should rely on limiting characteristic surfaces (see
Kasimov & Stewart 2004; Stewart & Kasimov 2005). In addition, the gas total
energy decreases constantly along with the interaction with WD behind the shock
wave (figure 6d). As the result of momentum and energy transfer, the gas x-velocity
in the shock fixed frame is lower (figure 5d). The high relative velocity in x-direction
immediately downstream of the leading shock implies the particle Mach number being
over one and the flow around the WD being supersonic. Then as velocity equilibrium
in the x-direction is approached, the particle Mach number becomes subsonic again
(figure 7h).

Even if velocity equilibrium is achieved only in one direction, the Weber number
is greater than the critical Weber number only in the vicinity of the leading shock
(figure 7i). As can also be seen in figure 7(j), the order of magnitude of the total
break-up time is around 5 ws. Break-up generated a great deal of smaller daughter
droplets. This process occurs mainly at the vicinity of triple point and transverse wave
collisions (figure 7b). The evaporation of WD is enhanced by the smaller droplet
diameter and the mass of the droplet decreases as time passes (figure 7c).

4.3. Mean structure for gaseous phase

In order to analyse quantitatively the differences between the dry and wet cases,
the Favre average (Favre 1965) in time and space in the frame of the instantaneous
detonation motion is obtained from the simulations, following previous studies (Lee
& Radulescu 2005; Radulescu et al. 2007; Sow et al. 2014, 2015, 2019; Maxwell
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FIGURE 8. Favre-averaged profiles for gas phase. (a) Pressure, (b) gas density, (c¢) gas
temperature, (d) Mach number in mean shock frame, (e) gas x-velocity in mean shock
frame, (f) sound speed, (g) mass fraction of H,, (k) mass fraction of H,O, (i) mass
fraction of OH, (j) thermicity.

et al. 2017; Reynaud et al. 2017; Mi et al. 2017a,b) and (3.1). In order to deal with
multiphase features, gas phase quantities are weighted by the gas apparent density
(ap), and the liquid quantities by (1 — «,)p;. The one-dimensional Favre-averaged
profiles for gas phase are shown in figure 8, which shows (a) pressure, (b) gas density,
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(c) gas temperature, (d) estimation of Mach number in the mean shock frame, (e) gas
x-velocity in the mean shock frame, (f) sound speed, (g) H,, (#) H,O (/) OH mass
fraction, (j) thermicity, respectively. The horizontal axis in figure 8 is normalized by
the h.r.l.

The behaviour of the mean pressure and gas density and their differences
(figure 8a,b) can be clearly visualized. The lower detonation velocity of the wet
case induces a lower post-shock pressure. The density at the von Neumann (VN)
state in figure 8(b) is approximately the same. However, further from the shock, the
decrease of the pressure is tempered and the gas density is also increased, due to
the different relaxation processes (Rudinger 1964; Guha 1992a,b). In addition, the
gaseous velocity decreased as would be expected from the presence of the liquid
dilute phase (figure 8¢). The sound speed in two-phase mixture c,,, can be evaluated
by following formula (Brennen 2005) under the assumption that the velocities of both
phases are in equilibrium:

1/2
Covo = ( Vabs ) . (4.1)
ag((l - ag)pl + O[gpg)

Here y, and p, are the specific heat ratio of gas and liquid density, respectively.
The estimation of the sound speed for the two-phase mixture defined by (4.1) is
valid under thermal disequilibrium and is lower than the sound speed in the gas
phase all the more so as the gas volume fraction o, decreases. That explains why
the Mach number based on (4.1) is greater than the gaseous Mach number in
figure 8(d). However, the sound speed in (4.1) holds for two-phase mixtures in
velocity equilibrium, which does not stand in our case. Thus, it is expected that the
group velocity of the pressure waves should be between those two. We have seen in
the previous sub-section, 4.2, that the level of fluctuations is lowered with the WD
presence. However, the hydrodynamic thickness is further delayed. The hydrodynamic
thickness (subscript HT) without WD and with WD based on sound speed for gas
Xpr,gas are 33.0 and 47.2 h.rl., respectively. This could be due to the gaseous phase
being continuously cooled by the liquid phase, due to evaporation.

In the case with WD, evaporation produces water vapour so that the amount of H,O
is higher than that by the only combustion of hydrogen—oxygen mixture as shown
in figure 8(h). This figure also shows that evaporation mainly takes place further
downstream from the shock. Moreover, the amount of H, is the same (figure 8g) and
the profiles of mass fraction of OH is similar between both cases (figure 8i), even if
there is release of water vapour within the flow, indicating a strong interaction with
the chemical mechanism.

The profile of the thermicity in figure 8(j), which is computed from the mean values
obtained by the averaging process, becomes thicker. However, the peak which is little
lower remains approximately at the same position. In the present study, the induction
length is estimated from the distance from the shock to the position of the peak
thermicity maximum. The estimation of the induction length X4 sermiciry 15 0.4 h.r.l. in
the dry case and 0.7 h.r.l. in the wet case, respectively. Another method recommended
by Austin & Shepherd (2003) to estimate the induction length x;,40n is from the
position of the peak of OH. In that case, the estimation of x;,4 on is 2.6 and 3.4 h.r.l.
for the dry and wet case, respectively. After close inspection, two nearby peaks can be
inferred from the thermicity profiles. The increase in the induction length by the first
peak is in line with the 3.8 % decrease in the detonation velocity. However, the cell
size, which is roughly proportional to the induction length, does not change much. In
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FIGURE 9. Boundary layer growth.

conclusion, the estimation of the induction length in this study will be considered to
be 0.4 ~3.4 h.rl. Moreover, the reaction length was at first estimated as the distance
from the shock to the position where the thermicity is 1 % of the maximum thermicity
Xreac.19% and then from the ratio of the peak thermicity maximum to the velocity at the
CJ state Xyeqemar as suggested by Radulescu (2003) and Ng et al. (2005),

Xreac,max = uCJ/dmax' (42)

Here, uc; is the gas velocity at the CJ plane and 6,,, is the maximum value of
thermicity. For the dry case, both estimates give similar results, 13.3 and 15.7 h.r.l.,
whereas for the wet case they give 13.6 and 15.9 h.rl., respectively. When the two-
phase sound speed is used, the same value of 13.0 h.r.l. is obtained. As a result, the
characteristic induction length x;,;, increases with WD presence, whereas the reaction
length x,.,. remains almost the same.

In order to quantify the growth of the boundary layer, the displacement thickness
and momentum thickness are depicted in figure 9 based on the Favre-averaged 2-D
flow fields. The boundary layer develops downstream of the leading front. There
are some oscillations which remain in the profiles due to continuous impingement
of transverse waves. The boundary layer in the case without WD seems thicker
than that with WD, the reason for which is beyond the scope of the present study
even if particularly relevant for practical applications. In both cases, the boundary
layer thickness remains small compared to the channel width so that the propagation
velocity is not affected by the boundary layer growth (see §4.1).

The different characteristic lengths for gaseous detonation in the present study are
summarized in table 1.

4.4. Droplet behaviour

In this section, the behaviour of WD is quantitatively analysed through the
Favre-averaging process. The WD Lagrangian data are at first projected on the
Eulerian grid and then the same averaging process as in the previous section is
applied. Figure 10 shows the Favre-averaged one-dimensional profiles for water
droplets, (a) droplet volume fraction, (b) droplet diameter, (c) Weber number, (d)
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w/o droplet w/ droplet

Xind, themicity 0.4 0.7
Xind,0H 2.6 34
Xreac,1% 15.7 15.9
Xreac.max 13.3 13.6 (gas sound speed based)
— 13.0 (two-phase sound speed based)
xHT,gu.v 330 472

TABLE 1. Characteristic lengths for gaseous detonation (normalized by h.r.L.).

particle Reynolds number and particle Mach number, (e) force acting on WD, (f)
the characteristic time for evaporation and break-up, (g) square of droplet diameter,
(h) number density, (i) droplet mass ratio, respectively. The characteristic time for
break-up is taken as the total break-up time, and the characteristic time for evaporation
Tevqp 15 defined by the following equation in this study:

Tevap = M/ 1. 4.3)

Here, m and m are the mass of WD and the evaporation rate of WD, respectively.
To indicate the velocity and temperature equilibration between gas and WD, figure 11
shows (a) temperature, (b) x-velocity, (c) slope for relative x-velocity, (d) y-velocity
of gas and droplets and relative y-velocity, (e) acceleration of WD, respectively.

From figure 10(a), the liquid volume fraction increases at first due to drag between
phases. Then, the droplet mass decreases (figure 10i), indicating that the evaporation
implies the decrease of the volume fraction of WD, after the droplets have reached
the saturation temperature (figure 11a).

The WD with an initial uniform diameter of 15.9 pwm sharply decrease to
approximately 5 wm after the leading shock wave passage and then gradually decrease
to around 3 pm (figure 10b). From figure 10(f), the break-up time is much shorter
than that of evaporation immediately behind the shock where the droplet diameter and
the relative velocity are the greatest, highlighting the dominant role of the break-up.
The end of break-up can be seen in figure 10(c,f). As a result of break-up, a single
parent droplet ‘gives birth’ to approximately 60 daughter droplets (figure 10A4). Indeed,
the Weber number which is highest after the shock then falls below the critical Weber
number (around 12), which comes from the decrease of the droplet diameter towards
its equilibrium value, but also due to the decrease of relative velocity. In this study, the
characteristic length for break-up, x,,, is defined as the distance from the shock wave
to the position where the Weber number becomes We.. Under the present calculation
conditions, the characteristic length for break-up is 4.9 h.rl. from figure 10(c). The
break-up completes after the induction zone (X, memiciy = 0.7 h.r.l.).

As shown in figure 10(i), the evaporation of WD is not completed within the
computational domain. Indeed, the droplet mass ratio based on the initial mass
constantly decreases and becomes 0.47 at 70 h.rl. from the mean shock position.
After the completion of break-up, the square of the droplet diameter can be seen to
vary linearly with the distance to the shock (figure 10g), which is reminiscent of the
evaporation d*> law and which emphasizes the fact that the droplet varies only by
evaporation in this flow region. Therefore, the characteristic length for evaporation
Xewap 1S the distance for WD to finish evaporation and is evaluated from the linear
approximation after the break-up, i.e. the region between 10 and 70 h.rl. from the
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FIGURE 10. Favre-averaged profiles for water droplets. (a) Droplet volume fraction,
(b) droplet diameter, (c) Weber number, (d) particle Reynolds number and particle Mach
number, (e) force acting on droplet, (f) characteristic times for evaporation and break-up,
(g) square of droplet diameter, (h) number density, (i) droplet mass ratio.
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FIGURE 11. Comparison between gas and droplets quantities. (a) Temperature, (b) x-velo-
cities, (c) normalized relative x-velocity, (d) velocity based on transverse kinetic energy,
(e) droplet acceleration.

shock wave (figure 10g). This evaporation characteristic length is estimated to be
153.8 h.r.l.

The gas and WD temperature are shown in figure 11(a). The gas temperature
increases by exothermic chemical reactions. The temperature of WD also increases
due to the convective heat transfer with gas phase and then reaches the saturation
temperature at the distance of 2.9 h.rl.,, of which will be shown to be the fastest
of all the relaxation processes. The temperature of WD does not equilibrate with
the gas temperature, which means that temperature equilibrium is not achieved. The
characteristic length for temperature equilibrium x,, is defined as the distance from
the shock wave to the position where the WD reaches the saturation temperature, and
is estimated as 2.9 h.rl.

The gas phase in the laboratory frame gets accelerated by the shock wave and then
decreases due to the expansion of burned gas (figure 11b). The WD are accelerated
due to quasi-steady drag and pressure forces. Due to these momentum transfers, the
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velocity of the droplet increases and that of the gas decreases to the equilibrium
value. As a result, the relative velocity in the x-direction between the gas and WD
is maximum immediately after the shock wave and gradually decreases to one tenth
of the maximum at a distance of 70 h.rl. from the mean shock position. The ratio
of the relative x-velocity to its initial value at the vN state is plotted as a function of
distance in figure 11(c). After some transients, the slope is constant despite the change
in the diameter due to evaporation, break-up and pressure gradient, from which a
time constant can be deduced. The characteristic length for velocity equilibrium in the
x-direction X4 ve1o 1S defined as the distance from the shock wave to the position where
the relative velocity decreases to 1% of its maximum. Under the present conditions,
the characteristic length for the velocity equilibrium in the x-direction is estimated as
304.6 h.rl.

In order to obtain the spanwise contribution, the gas velocity in the y-direction

is estimated as follows: U, = (e p,v,%/a,p,)"/?. The same procedure is used for
the liquid spanwise velocity. The following is used for relative spanwise velocity:

\/ (v, —v)? The gas spanwise contribution is maximum at the shock and then

decreases (figure 11d). However, the fluctuations of gas velocity in the y-direction
remain large and the y-velocities do not seem to approach equilibrium (figure 11d).

The particle Reynolds number and the particle Mach number are also shown in
figure 10(d). They have a maximum at the shock and then gradually decrease. The
peak value of the particle Mach number is relatively high, with a value of 1.7 due to
the high relative post-shock velocity. Thus, compressibility effects may have a large
influence on the flow field around the WD. As for the particle Reynolds number, the
peak value immediately after the shock wave is relatively low, approximately 300,
because the diameter of WD is small, of the order of wm, and the initial pressure
is rather low in the present study. The particle Reynolds number rapidly decreases to
approximately 60 due to the rapid decrease in diameter and relative velocity, and is
approximately 20 at the end of the computational domain.

Both the quasi-steady drag and the pressure drag are also maximum after the
shock, and the force acting on the WD becomes two or three orders less at the end
of the computational domain (figure 10e). The magnitude of the quasi-steady drag
is determined by the relative velocity and the diameter. Again, lower diameter and
relative velocity further from the front induce the decrease of these two contributions
in the momentum transfer. Their x and y-components are comparable. In addition,
pressure drag is much smaller than quasi-steady drag by three orders of magnitude
(figure 10e). The acceleration of WD in both the x and the y-directions become
maximum at the detonation front and smaller as the WD move from the shock wave
(figure 1le). Since the quasi-steady drag, which is the dominant force acting on
the WD, is larger in the x-direction than in the y-direction, the acceleration of the
WD in the x-direction is larger than that in the y-direction from figure 11(e). The
acceleration of the WD is proportional to the cube of the reciprocal of the diameter
and the force acting on the WD. The diameter is approximately a quarter of the
initial droplet diameter at the end of the computational domain (figure 10b) and the
force acting on the WD is smaller by two or three orders of magnitude compared
to its maximum value (figure 10e). Therefore, the acceleration decreases, mainly due
to the decrease of the momentum transfer between phases, which comes from the
decrease of the diameter and the drag.

The different characteristic lengths for WD in the present study are summarized in
table 2.
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FIGURE 12. Probability density function for droplet diameter as a function of the diameter
for several distances from the shock.

w/ droplet
Xsar 2.9
Xpr 4.9
Xegq,velo 304.6
Xevap 153.8

TABLE 2. Characteristic lengths for liquid dispersed phase (normalized by h.r.l.).

In the Favre-averaged one-dimensional profile on the droplet diameter shown in
figure 10(b), the polydispersity in diameter observed in figure 7(d) and the process
of break-up cannot be evaluated. Figure 12 shows the p.d.f. on the diameter as a
function of the diameter for several distances from the shock. Indeed, the process
of break-up is not uniform downstream of the leading detonation front. The latter is
composed of incident shocks, Mach stems and transverse waves, all of which have
different intensities. Thus, even though the initial droplet diameter is uniform, the
polydisperse spray is the result of the interaction of break-up with the detonation
cellular instabilities. The p.d.f. of droplets is shown in figure 12 for the positions
0.5, 1.0, 1.5, 2.0, 3.0, 5.0, 20.0, 40.0 and 60.0 h.rl. After the break-up process,
which is completed at 4.9 h.r.l. (figure 10c), the shape of the p.d.f. is similar and the
diameter only gradually decreases by evaporation of WD, the influence of the cellular
instabilities being reduced.

Figure 13 represents the p.d.f. and the cumulative function distribution for the
Weber number exceeding the critical Weber number to show the break-up mode which
the WD experience in the present study. According to the review by Guildenbecher
et al. (2009), the different break-up scenarios are bag, multimode, sheet-thinning
and catastrophic break-up. Although the maximum Weber number is high up to
1200, the percentage of bag, multimode, sheet-thinning and catastrophic break-up
is approximately 60 %, 20%, 20% and 0.3 % from figure 13(b) for the present
calculation conditions. The break-up causes a decrease in diameter and also a
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FIGURE 13. Break-up regime. (@) Probability density function for Weber number
exceeding the critical Weber number, (b) cumulative function for Weber number exceeding
the critical Weber number.

polydisperse spray, highlighting the important influence of the break-up of the droplet
during its course in the detonation cell, the leading shock continuously decelerating
along with further impingements from transverse shock waves.

4.5. Interphase interactions and master equation

The interphase exchanges rates which are the right-hand side terms of (2.1)—(2.3) are
evaluated in figure 14. Figure 14(a) confirms that evaporation is promoted by break-up,
as the droplet size is greatly decreased. Indeed, only 1% of WD can be estimated to
be evaporated during this first phase. Then, evaporation rate is rather constant, with a
slight peak, the temperature difference between phases that is not relaxed, being the
driven force.

The profile of momentum transfer rate in figure 14(b) is similar to that of the drag
force in figure 10(e), the maximum being located at the detonation front. However,
two factors for the momentum transfer are present: the first is due to drag and the
second is due to evaporation. The former decreases as the relative velocity decreases
and the latter contributes to increase the gas momentum.

The energy transfer is composed of three contributions (figure 14c). The first is
due to the kinetic energy of the evaporating droplets, the second is due to the work
of drag and the third, which is the main contribution, is due to the convective heat
transfer and evaporation. The transferred kinetic energy increases due to the increase
of the velocity of the droplet (figure 11b). The drag work is maximum at some
distance from the shock. Indeed, the droplet has to get some velocity so that the
drag work is non-zero. The peak of the energy transfer is due to the heat transferred
to the droplets to attain the saturation temperature. The amount of energy transfer
associated with endothermic evaporation is proportional to the amount of evaporated
WD (figure 14a,c).

The interphase exchanges will modify the gaseous flux. From the mean values, the
mass, momentum and total enthalpy gaseous flux have been evaluated and shown in
figure 15, in line with Radulescu et al. (2007). As for the gaseous mass flux, the
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FIGURE 14. Favre-averaged interphase exchange rates from mean values. (@) Evaporation
rate, (b) momentum transfer rate, (c¢) energy transfer rate.

density and velocity have opposite trends but the overall flux increases by several
per cent (figure 15a). The overall gaseous momentum flux of the wet case is less
than the dry case (figure 15b), mainly due to drag, which surpasses the evaporation
contribution (figure 145). The dynamic pressure of the wet case is lower than the dry
case. The wet static pressure is lower at the shock due to the detonation velocity
decrease, and then gets higher after some distance due to the relaxation processes.
As for the gaseous total enthalpy flux, all contributions decrease (figure 15d). Near
the shock, the contribution of enthalpy to the total enthalpy is very high, then a first
decrease to 75 % can be observed. Indeed, below 5 h.r.l., the gas has to bring the
droplets to their saturation temperature. Then, the total enthalpy continues to decrease
more smoothly, due to drag and evaporation. The relative contribution of the enthalpy
which decreases to 60 % in the dry case, decreases up to 40 % in the wet case, which
means that the energy transfer mainly acts on the enthalpy. Thus in our case, the ratio
of the enthalpy to the kinetic energy greatly decreases near the sonic line, as compared
to the pure gaseous case.
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FIGURE 16. Favre-averaged profile on fluctuation. (a) Fluctuation normalized by Favre-
averaged value, (b) turbulent Mach number, (c¢) Favre-averaged root mean gas velocity in
the y-direction.

Regardless of the presence of the WD, the mechanical fluctuations in the total
momentum flux take a peak value of approximately 4 % compared to the gaseous
momentum flux just after the shock wave and then remain relatively constant in the
rear (figure 15¢). The mechanical fluctuations for gaseous detonation with WD are
lower than that without WD behind the shock wave. The mechanical and thermal
fluctuations in total enthalpy flux are suppressed with the presence of WD as shown
in figure 15(e). Indeed, the drag of droplets, of which their size is smaller than the
eddy size will naturally decrease the level of velocity fluctuations.

To obtain more insight into the lowering of fluctuations, figure 16 shows (a)
Favre-averaged fluctuations in gas quantities normalized by the Favre-averaged value
and (b) Favre-averaged turbulent Mach number, (¢) Favre-averaged root mean gas
velocity in the y-direction. Here, the turbulent Mach number is defined as the ratio
of the fluctuations in gas velocity in the x-direction to the gas sound speed. After
a first peak, the momentum transfer between phases decreases the gas y-velocity
(figure 16c¢). Also, fluctuations of gas density, pressure, gas velocity in the x-direction
and gas temperature take their maximum value just behind the front, and reach
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equilibrium (figure 16a), of which value is lower with WD. In addition, the turbulent
Mach number gradually approaches 0.19 and 0.21 in the rear for the case with and
without WD, respectively (figure 16b). This implies that the existence of WD lowers
the turbulence. From the above, the interphase transfer moderates the gradient of the
physical quantity and the WD play a role in lowering the overall fluctuations.

As the liquid volume fraction and the level of fluctuations are very low, the
following laminar master equation for gaseous detonations laden with inert WD
(ME?) can be derived from Higgins (2012), Zhang (2009) and Lee (2008):

1 dug

¢7
ug dx (4.4)
DP=P,+ D)+ D3+ Py + Ps.

(1-M)—

The ‘global generalized thermicity’ can be decomposed into the following five
contributions:

m

@, = , 4.5)
Pgllg
1 . .
Dy =—[F — (D — u,)m], (4.6)
Pg
o ! E+D2' DF —m | h +”i 4.7)
= —h— —m £ )
’ PolUteCp Ty 2 £ 2
Dy =Dy + Pup, (4.8)
1 dw,
Dy =— —=, (4.8a)
u,W, dt
1 C()g k
Py = — —hy, (4.8b)
UgCp Ty <~ g
b5 = h, (m &), 4.9)
5— pgl/tgcp . Z g,k k — g k

Here p,, u,, T,, My, he, c,, and W, are gas density, gas x-velocity in the shock
frame, gas temperature, Mach number based on gas sound speed, gas enthalpy,
specific heat at constant pressure for gas phase and gas molar mass, respectively.
In this equation, 7n, F and E represent the right-hand side of (2.1)~(2.3) and D
is the mean detonation velocity obtained from the simulations. The first term (4.5)
is related to the evaporation mass transfer. The second term (4.6) is related to the
momentum transfer. The third term (4.7) and fifth term (4.9) translate the influence
of the energy transfer. The fourth term (4.8) is the classical thermicity term due
to molar change (4.8a) and chemical heat release (4.8b). On figure 17, the global
generalized thermicity @ (4.4), which is here the right-hand side of ME? shows a
non-monotonous behaviour. It becomes zero at 15 h.rl., at approximately the same
location where the Mach number based on the two-phase sound speed goes to one.
The global thermicity is also zero at 53 h.rl., where the Mach number based on the
gas sound speed M, goes to one (figures 17a,b).
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Mass transfer: @, in equation (4.5)

Momentum transfer: @, in equation (4.6)

Energy transfer: @; in equation (4.7)

Thermicity (change of molecular weight): @4 in equation (4.8a)
Thermicity (heat release): @, in equation (4.8b)

Energy transfer: @5 in equation (4.9)

Total value: @ in equation (4.4)
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FIGURE 17. Global generalized thermicity for gaseous detonations laden with inert WD.
(a) Global generalized thermicity, (b) close-up view of global generalized thermicity and
gas Mach number, (c¢) contribution of each term of the global generalized thermicity of
the master equation (ME?) equation (4.4).

However, the two-phase sound speed is not completely relevant in our case, as there
is still a pronounced velocity disequilibrium. Thus, the master equation ME? shows
that the hydrodynamic thickness should rely on the gaseous sound speed, due to the
fact that the group velocity of the pressure waves is probably close to that of the
gas pressure wave velocity. Moreover, this laminar master equation works well as the
working mixture is a weakly unstable one and the cell becomes more regular with WD
addition. From the contribution of each term in the master equation, ME?, around the
mean sonic point by gas sound speed (figure 17¢), energy transfer by WD decreases
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of the maximum value.

the gas velocity whereas the mass, momentum and chemical reactions play a role in
accelerating the gas.

4.6. Effect of water vapour from evaporation on chemistry

The additional water vapour from the evaporation of WD may modify the chemical
path of the gaseous detonation. The p.d.f. of the induction and reaction lengths during
propagation are depicted in figure 18. Owing to a lower detonation velocity, the
probability to get greater induction lengths increases (figures 8 and 18a). However,
the p.d.f. of the reaction length is almost the same regardless of the presence of
WD (figures 8 and 18b). Figure 19 depicts the heat release rate computed from the
mean values, ), @, h, . The peak is decreased and the width is thickened, with the
addition of WD.

In order to quantify the influence of additional water vapour on the reactivity of
the mixture, figure 20 shows the Arrhenius plot for hydrogen computed from the
mean values. The chemical reaction starts from a lower temperature than that without
WD due to the decrease of the propagation velocity. However, the slope is the same
regardless of the presence of the WD, which means that the global activation energy
in the induction and reaction zones does not change with WD.

Indeed, from comparison of the characteristic length for induction zone and break-
up in the previous sub-sections, the break-up occurs downstream of the induction zone.
Thus, the water vapour from the evaporation of WD does not affect the reactivity of
the gaseous detonation in our case, as the amount of water coming from the WD
evaporation within the induction zone is small (see figures 84, and 10c¢).

4.7. Comparison of the characteristic lengths

In this section, the mean structure of gaseous detonation with WD is explained by
comparing the characteristic lengths of gaseous detonation and that of WD obtained
in previous sections.
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The characteristic lengths for gaseous detonation are the induction length, reaction
length and the hydrodynamic thickness. The induction length is more or less increased
(0.4-3.4 h.rl.) due to lower propagation velocity, whereas the reaction length remains
almost the same between the dry and wet case, approximately 15 h.r.l. (see §4.6).
Based on the gas sound speed, the hydrodynamic thickness increased from 33 to
47 h.rl. (§4.3).

The two-phase interactions between the gas and WD inside the mean subsonic
zone between the mean shock location and the sonic surface induce the decrease of
detonation propagation velocity. The temperature of the droplet rapidly reaches the
saturation temperature at 3 h.r.l. Then, break-up which occurs and ends at 5 h.rl.
will produce smaller droplets, enhancing the overall interphase exchanges. However,
the break-up is performed mostly after the induction zone. Thus, the additional water
vapour which is produced during evaporation does not influence the main reaction
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FIGURE 21. Schematic of gaseous detonation with dilute water spray under present
simulation conditions.

zone. Only a drop of gas temperature is inferred from this endothermic evaporation.
The latter proceeds well after the sonic plane and at the end, velocity equilibrium is
also achieved. On the other hand, thermal equilibrium is not achieved.

Under the present simulation conditions, the schematic of gaseous detonation with
dilute WD based on the present analysis is shown in figure 21 and the characteristic
lengths of detonation and interphase exchanges can be ordered as follows: x;,; < Xy <
Xbr < Xpeae < XHT < Xevap < Xegvelo- Lhese characteristic lengths are intimately intertwined
and characterize the mean structure of steady gaseous detonation laden with WD.

The present finding is thus in line with one of the limits exhibited by Jarsalé’s
experiments (Jarsalé 2017) when the induction zone is shorter than the secondary
break-up length and that the additional water vapour produced does not influence the
main reaction zone, even if the mixtures are different.

5. Conclusions

The mean structure of gaseous detonation with dilute water spray was numerically
analysed using two-dimensional reactive Navier—Stokes equations with detailed
chemistry and the Eulerian—Lagrangian method. The present simulation takes into
account droplet break-up which plays a crucial role in interphase exchanges and the
behaviour of WD. The gaseous detonation with dilute water spray is studied using the
recycling block method to enable detonation to propagate a long distance with an aim
to get the statistical values. Its structure is qualitatively revealed by 2-D flow fields
and more quantitatively by the Favre-averaged profiles in time and space for the dry
and wet cases. The cellular structure of gaseous detonation with dilute water spray is
more regular than the dry gaseous detonation counterpart, even if the cell size does
not change much. Also, the flow fields reveal less complicated structures and the level
of the fluctuations that develop downstream of the leading shock is lowered. However,
the hydrodynamic thickness, based on the gas sound speed is increased due to the
interaction with water spray, probably due to the cooling process of evaporation and
the energy transfer. The global two-phase exchanges (mass, momentum and energy)
that occur within the subsonic zone, induce a decrease of the detonation velocity.
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Droplet break-up occurs downstream of the induction zone and in our case, the water
vapour from evaporation of the spray does not affect the reactivity of the gaseous
detonation. Moreover, the mean particle Reynolds and Weber numbers have enabled
us to characterize the regimes of droplet motion and the break-up regimes, which
depend on the initial pressure. From the particle Mach number, immediately after
the shock, the droplet experiences supersonic flows and then relaxes to subsonic
conditions. In addition, the ratio of the enthalpy to that of the total enthalpy is
decreased as compared to the dry case, increasing the relative importance of the
kinetic energy. The laminar master equation which has been derived shows that the
hydrodynamic thickness should rely on the gaseous sound speed, and works well as
the working mixture is a weakly unstable one and its cellular structure is regular.

The characteristic lengths of detonation and interphase exchanges have been ordered
under the present simulation conditions and have been shown to be intimately
intertwined.
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Appendix A. Detailed chemical reaction mechanism by Hong et al. (2011)

The chemical reaction used in the present paper is the detailed chemical reaction
mechanism proposed by Hong er al. (2011), which considers nine species and 20
elementary reactions. The chemical reaction mechanism is listed in table 3.

Appendix B. Validation case: interaction of a shock wave with a cloud of water
droplets

The validation for the present numerical model on the droplet break-up is conducted
through the comparison with previous experiment and the simulation on the interaction
of a shock wave with a cloud of water droplets.

B.1. Computational target

The reference experiment has been conducted by Chauvin et al. (2011). Figure 22
shows the schematic of the experiments, as well as the initial conditions for the
computations. They used a vertical shock tube with a total length of 3795 mm and
an inner square cross-section of side 80 mm. The high-pressure chamber is 750 mm
long and the driven section is 3045 mm. The test section at atmospheric conditions
is filled with a cloud of droplets which is located between 2970 mm and 3710 mm.
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No. Reaction A n E,
1 H4+0,=0H+0 1.04 x 10™ 0.0 15286
2 H+ 0,(+H,0) = H,O(+H,0)" 5.59 x 1013 0.2 0
Low-pressure limit 370 x 10®  —1.0 0
H+ 0,(+0,) = H,O(+0,)" 559 x 10 0.2 0
Low-pressure limit 569 x 10" —1.1 0
H+ 0,(+M) = H,O(+M)“ 5.59 x 10" 0.2 0
Low-pressure limit 2.65x 10"  —1.3 0
Collider efficiency (N, =1): H,=1.5, H,0=0, O, =0
3  H,0,(+M) =20H(+M)* 8.59 x 10" 0 48560
Low-pressure limit 9.55 x 10" 0 42203
Collider efficiency: N, =1.5, H,0=9
4 OH+ H,0,=H,0+HO, 1.74 x 10" 0.0 318
OH + H,0, = H,0 + HO, 7.59 x 10" 0.0 7269
5 OH+HO,=H,0+0, 2.89 x 10" 0 —500
6 HO, +HO, =H,0,+ 0, 1.30 x 10" 0 —1603
HOZ + HO2 = HzOz + 02 4.20 x 1014 0 11980
7 H,O+M=H+OH+M 6.06 x 10?7 —3.31 120770
Collider efficiency: H,O=0, H, =3, N, =2, 0, =1.5
H,O0 + H,0=H + OH + H,0 1.00 x 10% —2.44 120160
8§ OH+OH=H,0+0 3.57 x 10% 24 2111
9 O+H,=H+OH 3.82 x 102 0 7948
O+ H,=H+ OH 8.79 x 10" 0 19170
10 H,+OH=H,O+H 2.17 x 10% 1.52 3457
11 H+ HO,=0H+ OH 7.08 x 10" 0 300
12 H+HO,=H,0+0 1.45 x 10"? 0 0
13 H+HO,=H,+0, 3.66 x 10% 2.087 —1450
14 O+ HO,=0H+ 0, 1.63 x 10" 0 —445
15 H202 +H= H02 + H2 1.21 x 1007 2.0 5200
16 H,0,+H=H,0+ OH 1.02 x 10" 0 3577
17 H,0, + O=O0H+ HO, 8.43 x 10" 0 3970
18 H,+M=H+H+M 548 x 10" —1.1 104380
Collider efficiency: H,O = 14.4
H,+H,=H+H+H, 9.03 x 10" 0 96070
H,+N,=H+H+N, 4.58 x 10" —1.4 104 380
H,+0,=H+H+0, 4.58 x 10" —1.4 104 380
19 0+0+M=0,+M 6.16 x 10" -0.5 0
Collider efficiency (N, =1): H, =2.5, H,0=12
20 O+H+M=0OH+M 471 x 108 —-1.0 0

Collider efficiency (N, =1): H, =2.5, H,O=12

TABLE 3. The H,0, reaction mechanism by Hong et al. (2011). k =AT" exp(E,/RT) in

unit of (s71), (cm® mol~' s7) or (cm® mol™? s71).

“ Fcent = 079 b Fcent = 08’ CFcem‘ =1.0.

In the simulations, the droplet distribution is uniform, with a mean diameter of
500 pm. The liquid volume fraction is 1%. Two pressure transducers are placed at
3080 mm and 3520 mm, which lie within the cloud. The Mach number is 1.49, thus
the pressure in the driver section is 0.68 MPa. The mesh is uniform with a grid
size of 1 mm and one-dimensional unsteady simulation is performed. The simulation
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FIGURE 22. Interactions of a shock wave with a cloud of droplets. Initial conditions of
the interaction of shock wave with a cloud of droplets.
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FIGURE 23. Comparison of the overpressure evolution at two locations in the cloud of
droplets between the experimental and numerical results. (a) First transducer P1 at x =
3080 mm, (b) second one P2 at x =3520 mm.

without break-up is also conducted and is compared with the case that takes break-up
into account to highlight its influence.

B.2. Overpressure history

The evolution of the overpressure in the present simulation is compared to the
experimental and numerical results of Chauvin er al. (2011) and Chauvin et al.
(2016) in order to validate the implementation of the model. Figure 23 shows the
overpressure history (a) of P1 the first pressure transducer at x = 3080 mm, (b)
and P2 the second one at x = 3520 mm, inside the water cloud. The initial time in
figure 23 is the time when the shock wave reaches x = 1770 mm in the experiment.
The simulation with break-up in figure 23 can capture the main features observed
in the experiment that is, the overpressure decreases just after the shock wave
passage and then relaxes to its equilibrium value. Indeed, droplet break-up greatly
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increases the interphase exchanges between phases, thus decreasing the gaseous
velocity. The induced expansion decreases the overpressure, which also decreases
the shock velocity driven by the gaseous phase. The simulation shows the same
trend in overpressure after the passage of the shock wave as in the experiment.
Also, the comparison between the present simulation with break-up based on the
Eulerian—Eulerian method and the previous simulation results with the Marble model
(Chauvin et al. 2016) shows good agreement. Therefore, the present simulation
reproduces the phenomenon of the interaction of the shock wave with a water
cloud, thus validating the break-up model. On the other hand, the simulation without
break-up overestimates the overpressure history and shows a completely different
trend. These comparisons show that the break-up modelling plays an important role
in post-shock two-phase flows.

Appendix C. Assessment of numerical convergence

The numerical uncertainty is assessed by comparing the simulation results in the
coarser grid in this section. The grid width used in the main result is 50 pwm and that
for the coarse grid is double, i.e. 100 pm. The simulation conditions are the same as
presented in § 3. The gaseous detonation with dilute water spray propagates steadily
and the decrease in mean propagation velocity compared to CJ velocity without WD
is 3.8 %.

In order to assess the robustness of the main conclusions on mean structure by
characteristic length comparison in figure 21, the Favre-averaged one-dimensional
profiles for the gas phase in the coarse grid are shown in figure 24, which shows (a)
pressure, (b) gas density, (¢) Mach number in the mean shock frame, (d) thermicity,

(d) 0.9 T T T T T T T (C) 1.1 T T T T T T
5 08k Ax=50pm J - g :
[T Ax=100 pm ol
5ol O = .
o & 0.9
3 % 07 F 1 €35
S3 2208 ]
E oF 5%
g 0.6 F ] § S 07 3
Z g
O 5 1 1 1 1 1 1 O 6 1 1 1 1 1 1 1
x10°
(b) 6 T T T T T T T (d) 1.0 ( |) T T T T T T
-~ 1.0 T T T
= sp Ax=50pm ] 0.8 o8 .
é Ax =100 pm = 06
< Zo6k i
@ 4r 7 = 06F o4
%< 5 02
Q . - -
3 I3F ] é 04 0
= 8 4 3 2 1 0
= ) E ] -ﬁ 02F Ax=50 pwm ]
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70 60 50 40 30 20 10 O 70 60 50 40 30 20 10 O
Distance from shock wave x,/h.r.1. Distance from shock wave x;/h.r.1.

FIGURE 24. Favre-averaged profiles for gas phase in the coarse grid (100 pm).
(a) Pressure, (b) gas density, (¢) Mach number in mean shock frame, (d) thermicity.
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FIGURE 25. Favre-averaged profiles for water droplet in the coarse grid (100 pm).
(a) Droplet diameter, (b) Weber number, (c) droplet mass ratio, (d) velocity in x-direction.

w/ droplet (50 wm) w/ droplet (100 pwm)

xind,rhemicity 07 06
Xind,0H 34 2.8
xreae,l % 159 159
Xreac.max 13.6 13.6 (gas sound speed based)
xHT,gas 472 428
TABLE 4. Characteristic lengths for gaseous detonation (normalized by h.r.l.) in coarse
grid.

respectively. From figure 24, the profiles for gas phase globally show the same
tendency between the present and the coarse grid. The characteristic lengths for
the gas phase are estimated in the same manner as in §4.3 and listed in table 4.
Moreover, although the value of the characteristic length for the gas phase becomes
slightly lower in the coarse grid, the ordering among the different characteristic
lengths for the gas phase is not affected by the grid resolution.

Figure 25 shows the Favre-averaged one-dimensional profiles for water droplets,
(a) droplet diameter, (b)) Weber number, (c) droplet mass ratio, (d) velocity in the
x-direction, respectively. The profiles for the Weber number between the two grids
show a similar trend and the time for WD to finish break-up is longer in the coarse
grid (figure 25b). The numerical resolution influences the degree of droplet break-up
and then the diameter at the break-up process is larger in the coarse grid (figure 25a).
After the break-up completion, the droplet diameter gradually decreases only by
evaporation and the droplet mass ratio is higher in the coarse grid, which comes
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w/ droplet (50 wm) w/ droplet (100 pwm)

Xsat 29 3.1
Xpr 4.9 5.5
xeq,velu 304.6 376.0
Xevap 153.8 194.1

TABLE 5. Characteristic lengths for liquid dispersed phase (normalized by h.r.l.) in
coarse grid.

from the slower evaporation process by larger droplet diameter (figure 25a,c). From
the viewpoint of the velocity equilibrium, water droplets with larger diameter in the
coarse grid take a slightly longer time to accelerate due to a smaller surface area
(figure 25d). However, the general feature for the velocity profiles is captured in the
coarse grid. The characteristic lengths for water droplets are estimated in the same
manner as in §4.4 and listed in table 5. The characteristic lengths for water droplets
are elongated in the coarse grid due to the change in behaviour of droplet diameter
in figure 25(a). Nevertheless, the grid resolution does not change the sequence of the
characteristic lengths for water droplets.

The mean quantities for the gas phase are converged and the mean behaviour of
water droplets is similar between the fine present grid and the coarse grid. Therefore,
the main conclusions on the mean structure for gaseous detonation with dilute WD
will not be changed by the numerical uncertainty.

REFERENCES

ABRAMZON, B. & SIRIGNANO, W. A. 1989 Droplet vaporization model for spray combustion
calculations. Intl J. Heat Mass Transfer 32 (9), 1605-1618.

AUSTIN, J. M. 2003 The role of instability in gaseous detonation. PhD thesis, California Institute
of Technology, Pasadena, CA.

AUSTIN, J. M. & SHEPHERD, J. E. 2003 Detonations in hydrocarbon fuel blends. Combust. Flame
132, 73-90.

BENMAHAMMED, M. A., VEYSSIERE, B., KHASAINOV, B. A. & MAR, M. 2016 Effect of gaseous
oxidizer composition on the detonability of isooctane-air sprays. Combust. Flame 155, 198-207.

BOECK, L. R., KINK, A., OEZDIN, D., HASSLBERGER, J. & SATTELMAYER, T. 2015 Influence
of water mist on flame acceleration, DDT and detonation in Hj-air mixtures. Intl J. Hydrog.
Energy 40 (21), 6995-7004.

BRENNEN, C. E. 2005 Fundamentals of Multiphase Flows. Cambridge University Press.

BRODKEY, R. S. 1967 The Phenomena of Fluid Motions. Addison-Wesley.

CHANG, E. J. & KAILASANATH, K. 2003 Shock wave interactions with particle and liquid fuel
droplets. Shock Waves 12 (4), 333-341.

CHAPMAN, S. & COWLING, T. G. 1991 The Mathematical Theory of Non-uniform Gases, 3rd edn.
Cambridge University Press.

CHAUVIN, A., DANIEL, E., CHINNAYYA, A., MASSONI, J. & JOURDAN, G. 2016 Shock waves in
sprays: numerical study of secondary atomization and experimental comparison. Shock Waves
26 (4), 403-415.

CHAUVIN, A., JOURDAN, G., DANIEL, E., HouAs, L. & ToSELLO, R. 2011 Experimental
investigation of the propagation of a planar shock wave through a two-phase gas—liquid
medium. Phys. Fluids 23, 113301.

CROMER, A. 1981 Stable solutions using the Euler approximation. Am. J. Phys. 49 (9), 455-459.


https://doi.org/10.1017/jfm.2019.1018

https://doi.org/10.1017/jfm.2019.1018 Published online by Cambridge University Press

887 A4-38 H. Watanabe and others

DABORA, E. K., RAGLAND, K. W. & NICHOLLS, J. A. 1969 Drop-size effects in spray detonations.
Proc. Combust. Inst. 12 (1), 19-26.

FAVRE, A. 1965 Equations des gas turbulents compressibles. J. Méc. 4, 361-421.

FEDOROV, A. V. & KRATOVA, Y. V. 2015a Analysis of the influence of inert particles on the
propagation of a cellular heterogeneous detonation. Shock Waves 25 (3), 255-265.

FEDOROV, A. V. & KRATOVA, Y. V.2015b Influence of non-reactive particle cloud on heterogeneous
detonation propagation. J. Loss Prev. Process Ind. 36, 404-415.

FrRoLOV, S. M., AKSENOV, V. S.,IvANOV, V. S. & SHAMSHIN, I. O. 2017 Continuous detonation
combustion of ternary ‘hydrogen—liquid propane—air’ mixture in annular combustor. Int#l J.
Hydrog. Energy 42 (26), 16808-16820.

GORDON, S., MCBRIDE, B. J. & ZELEZNIK, F. J. 1984 Computer program for calculation of complex
chemical equilibrium compositions and applications supplement I — transport properties. NASA
Tech. Memo 86885.

GOTTLIEB, S., SHU, C. & TADMOR, E. 2001 Strong stability-preserving high-order time discretization
methods. SIAM Rev. 43 (1), 89-112.

Gou, X., SUN, W.,CHEN, Z. & Ju, Y. 2010 A dynamic multi-timescale method for combustion
modeling with detailed and reduced chemical kinetic mechanisms. Combust. Flame 157 (6),
1111-1121.

GUHA, A.1992a Jump conditions across normal shock waves in pure vapour-droplet flows. J. Fluid
Mech. 241, 349-369.

GUHA, A.1992b Structure of partly dispersed normal shock waves in vapor-droplet flows. Phys.
Fluids 4, 1566-1578.

GUILDENBECHER, D. R., LOPEZ-RIVERA, C. & SOJKA, P. E. 2009 Secondary atomization. Exp.
Fluids 46, 371-402.

HIGGINS, A. 2012 Steady one-dimensional detonations. In Shock Wave Science and Technology
Reference Library, Detonation Dynamics. Springer.

VAN DER HOEF, M. A., VAN SINT ANNALAND, M., DEEN, N. G. & KUIPERS, J. A. M. 2008
Numerical simulation of dense gas—solid fluidized beds: a multiscale modeling strategy. Annu.
Rev. Fluid Mech. 40, 47-70.

HONG, Z., DAVIDSON, D. F. & HANSON, R. K. 2011 An improved Hy/O, mechanism based on
recent shock tube/laser absorption measurements. Combust. Flame 158 (4), 633-644.

Hu, F., WANG, X. & CHEN, X. 2016 A modified fifth-order WENOZ method for hyperbolic
conservation laws. J. Comput. Appl. Maths 303, 56-68.

JARSALE, G. 2017 Etude expérimentale de 1’interaction d’une détonation gazeuse avec un spray
d’eau. PhD thesis, ISAE-ENSMA.

JARSALE, G., VIROT, F. & CHINNAYYA, A. 2016 Ethylene-air detonation in water spray. Shock
Waves 26 (5), 561-572.

JU, Y. & LAw, C. K. 2002 Propagation and quenching of detonation waves in particle laden mixtures.
Combust. Flame 129 (4), 356-364.

KAILASANATH, K. 2000 Review on propulsion application of detonation waves. AIAA J. 38 (9),
1698-1708.

KAILASANATH, K. 2006 Liquid-fueled detonations in tubes. J. Propul. Power 22 (6), 1261-1268.

KasiMov, A. R. & STEWART, D. S. 2004 On the dynamics of self-sustained one-dimensional
detonations: a numerical study in the shock-attached frame. Phys. Fluids 16, 3566-3578.

KM, K. H., KiM, C. & RHO, O. H. 2001 Methods for the accurate computations of hypersonic
flows I. AUSMPW+ Scheme. J. Comput. Phys. 174 (1), 38-80.

KINDRACKI, J. 2015 Experimental research on rotating detonation in liquid fuel-gaseous air mixture.
Aerosp. Sci. Technol. 43, 445-453.

KoLEv, N. 1.2007 Multiphase Flow Dynamics 2: Mechanical Interactions. Springer.

LEE, H. I. & STEWART, D. S. 1990 Calculation of linear detonation instability: one-dimensional
instability of plane detonation. J. Fluid Mech. 216, 103-132.

LEE, J. H. S.2008 The Detonation Phenomenon. Cambridge University Press.

LEE, J. H. S. & RADULESCU, M. I. 2005 On the hydrodynamic thickness of cellular detonations.
Combust. Explos. Shock Waves 41 (6), 745-765.


https://doi.org/10.1017/jfm.2019.1018

https://doi.org/10.1017/jfm.2019.1018 Published online by Cambridge University Press

Mean structure of gaseous detonation with dilute water spray 887 A4-39

L1, J., FAN, W., CHEN, W., WANG, K. & YAN, C. 2011 Propulsive performance of a liquid
kerosene/oxygen pulse detonation rocket engine. Exp. Therm. Fluid Sci. 35 (1), 265-271.

LiBOUTON, J. C.,JACQUES, A. & VAN TIGGELEN, P. J. 1981 Cinétique, structure et entretien des
ondes de détonation. Actes du Colloque International Berthelot-Vieille-Mallard-Le Chatelier 2,
437-442.

LING, Y., WAGNER, J. L., BERESH, S. J., KEARNEY, S. P. & BALACHANDAR, S. 2012 Interaction
of a planar shock wave with a dens particle curtain: modeling and experiments. Phys. Fluids
24, 113301.

Liu, Y, Liu, X. & L1, X. 2016 Numerical investigation of hydrogen detonation suppression with
inert particle in pipelines. Intl J. Hydrog. Energy 41 (46), 21548-21563.

Lu, W.,FAN, W., WANG, K, ZHANG, Q. & CHI, Y. 2017 Operation of a liquid-fueled and valveless
pulse detonation rocket at high frequency. Proc. Combust. Inst. 36 (2), 2657-2664.

Lu, T. & LAw, C. K. 2004 Heterogeneous effects in the propagation and quenching of spray
detonations. J. Propul. Power 20 (5), 820-827.

MAXWELL, B. M., BHATTACHARJEE, R. R., LAU-CHAPDELAINE, S. S. M., FALLE, S. A. E. G.,
SHARPE, G. J. & RADULESCU, M. I. 2017 Influence of turbulent fluctuations on detonation
propagation. J. Fluid Mech. 818, 646-696.

MCBRIDE, B. J. & GORDON, S. 1996 Computer Program for Calculation of Complex Chemical
Equilibrium Compositions and Applications, NASA Reference Publication, 1311, pp. 1-178.

MCcCBRIDE, B. J., GORDON, S. & RENO, M. A. 1993 Coefficients for calculating thermodynamic
and transport properties of individual species. NASA Tech. Memo. 4513.

Mi, X., HIGGINS, A. J.,, NG, H. D., KiyANDA, C. B. & NIKIFORAKIS, N.2017a Propagation of
gaseous detonation waves in a spatially inhomogeneous reactive medium. Phys. Rev. Fluids 2,
053201.

Mi, X., TIMOFEEV, E. V. & HIGGINS, A. 2017b Effect of spatial discretization of energy on
detonation wave propagation. J. Fluid Mech. 817, 306-338.

MURRARY, S. B. & THIBAULT, P. A.2009 Spray detonation. In Shock Wave Science and Technology
Reference Library, Heterogeneous Detonation. Springer.

NG, H. D.,RADULESCU, M. I., HIGGINS, A. J., NIKIFORAKIS, N. & LEE, J. H. S. 2005 Numerical
investigation of the instability for one-dimensional Chapman—Jouguet detonations with chain-
branching kinetics. Combust. Theor. Model. 9 (3), 385—401.

NIEDZEILSKA, U., KAPUSTA, L. J., SAVARD, B. & TEODORCZYK, A. 2017 Influence of water
droplets on propagating detonations. J. Loss Prev. Process Ind. 50, 229-236.

PAPALEXANDRIS, M. V. 2004 Numerical simulation of detonation in mixtures of gases and solid
particles. J. Fluid Mech. 507, 95-142.

PAPALEXANDRIS, M. V. 2005 Influence of inert particles on the propagation of multidimensional
detonation waves. Combust. Flame 141 (3), 216-228.

PILCH, M. & ERDMAN, C. A. 1987 Use of breakup time data and velocity history data to predict
the maximum size of stable fragments for acceleration-induced breakup of a liquid drop. Int/
J. Mulitiphase Flow 13 (6), 741-757.

PoLING, B. E., PRAUSNITZ, J. M. & O’CONNEL, J. P. 2001 The Properties of Gases and Liquids,
5th edn. McGraw-Hill Education.

RADULEScU, M. I.2003 The propagation and failure mechanism of gaseous detonations: experiments
in porous-walled tubes. PhD thesis, McGill University.

RADULESCU, M. I. 2018 A detonation paradox: why inviscid detonation simulations predict the
incorrect trend for the role of instability in gaseous cellular detonations? Combust. Flame
195, 151-162.

RADULESCU, M. I., SHARPE, G. J.,LAw, C. K. & LEE, J. H. S.2007 The hydrodynamic structure
of unstable cellular detonations. J. Fluid Mech. 580, 31-81.

RAGLAND, K. W., DABORA, E. K. & NICHOLLS, J. A. 1968 Observed structure of spray detonation.
Phys. Fluids 11, 2377-2388.

RANzZ, W. E. & MARSHALL, W. R. JR 1952 Evaporation from drops. Part I. Chem. Engng Prog.
48, 141-146.


https://doi.org/10.1017/jfm.2019.1018

https://doi.org/10.1017/jfm.2019.1018 Published online by Cambridge University Press

887 A4-40 H. Watanabe and others

REYNAUD, M., VIROT, F. & CHINNAYYA, A. 2017 A computational study of the interaction of
gaseous detonations with a compressible layer. Phys. Fluids 29, 056101.

Roy, G. D., FrRoLOV, S. M., BORIsOv, A. A. & NETZER, D. W. 2004 Pulse detonation propulsion:
challenges, current status and future perspective. Prog. Energy Combust. Sci. 30 (6), 545-672.

RUDINGER, G. 1964 Some properties of shock relaxation in gas flows carrying small particles. Phys.
Fluids 7, 658-663.

SAUREL, R. & LEMETAYER, O. 2001 A multiphase model for compressible flows with interfaces,
shocks, detonation waves and caviation. J. Fluid Mech. 431, 239-271.

SHIMURA, K. & MATSUO, A. 2018 Two-dimensional CFD-DEM simulation of vertical shock wave-
induced dust lifting processes. Shock Waves 28 (6), 1285-1297.

SMIRNOV, N. N., NIKITIN, V. F., KHADEM, J. & ALYARI-SHOUREKHDELI, SH. 2007 Onset of
detonation in polydispersed fuel-air mixtures. Proc. Combust. Inst. 31 (2), 2195-2204.

Sow, A., CHINNAYYA, A. & HADJADJ, A. 2014 Mean structure of one-dimensional unstable
detonations with friction. J. Fluid Mech. 743, 503-533.

Sow, A., CHINNAYYA, A. & HADJADJ, A. 2015 Computational study of non-ideal and mildly-unstable
detonation waves. Comput. Fluids 119, 47-57.

Sow, A., CHINNAYYA, A. & HADJADJ, A.2019 On the viscous boundary layer of weakly unstable
detonation in narrow channels. Comput. Fluids 179, 449-458.

STEWART, D. S. & KAsiMov, A. R. 2005 Theory of detonation with an embedded sonic locus.
SIAM J. Appl. Maths 66 (2), 384-407.

SUN, R. & X1A0, H. 2015 Diffusion-based coarse graining in hybrid continuum-discrete solvers:
theoretical formulation and a priori tests. Intl J. Multiphase Flow 77, 142-157.

TAILEB, S., REYNAUD, M., CHINNAYYA, A., VIROT, F. & BAUER, P. 2018 Numerical study of 3D
gaseous detonations in a square channel. Aerotecnica Missili & Spazio 97 (2), 96-102.
THEOFANOUS, T. G. 2011 Aerobreakup of Newtonian and viscoelastic liquids. Annu. Rev. Fluid

Mech. 43, 661-690.

THOMAS, G. 0.2000 On the conditions required for explosion mitigation by water sprays. Trans.
IChemE 78, 339-354.

THOMAS, G. O., EDWARDS, M. J. & EDWARDS, D. H. 1990 Studies of detonation quenching by
water sprays. Combust. Sci. Technol. 71, 233-245.

TULEY, R., DANBY, M., SHRIMPTON, J. & PALMER, M. 2010 On the optimal numerical time
integration for Lagrangian DEM within implicit flow solvers. Comput. Chem. Engng 34 (6),
886-899.

WASSILIEWA, A. 1904 Warmeletiung in gsemischen. Oyys Z §, 737-742.

WATANABE, H., MATSUO, A., MATSUOKA, K., KAWASAKI, A. & KASAHARA, J.2019 Numerical
investigation on propagation behavior of gaseous detonation in water spray. Proc. Combust.
Inst. 37 (3), 3617-3626.

WILKE, C. R. 1950 A viscosity equation for gas mixture. J. Chem. Phys. 18, 517-519.

WOLANSKI, P.2013 Detonative propulsion. Proc. Combust. Inst. 34 (1), 125-158.

ZHANG, F. 2009 Detonation of gas-particle flow. In Shock Wave Science and Technology Reference
Library, Heterogeneous Detonation. Springer.


https://doi.org/10.1017/jfm.2019.1018

	Numerical analysis of the mean structure of gaseous detonation with dilute water spray
	Introduction
	Mathematical modelling and numerical method
	Governing equations
	Numerical solvers

	Problem statement
	Results and discussion
	Propagation velocity
	Global features
	Mean structure for gaseous phase
	Droplet behaviour
	Interphase interactions and master equation
	Effect of water vapour from evaporation on chemistry
	Comparison of the characteristic lengths

	Conclusions
	Acknowledgements
	Appendix A. Detailed chemical reaction mechanism by Hong et al. (2011)
	Appendix B. Validation case: interaction of a shock wave with a cloud of water droplets
	Computational target
	Overpressure history

	Appendix C. Assessment of numerical convergence
	References


