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Abstract. A computational study of the secondary destruction of a drop of organic water-coal fuel
(OCWS) in a gas flow was carried out. For the first time, the influence of the temperature of an OCWF
drop, which has non-Newtonian properties, on deformation and its further destruction was studied. The
computational study was carried out using a numerical technique based on the VOF method, the LES
model was used to take into account turbulence, and the technology of adapted dynamic meshes was
used to describe the behavior of the interface on the main turbulent scales, which made it possible to
resolve secondary liquid droplets up to 20 pum in size. During the work, the shape of the surface of an
OCWEF drop during the destruction process, as well as the structure of the flow near and in the wake
of the drop, were studied. As a result of the calculations, the dependences of the rate of transverse
deformation of the midsection of an OCWF drop for different temperatures were obtained. Judging by
the results, with increasing temperature, the destruction time of an OCWF drop decreases, which has a
beneficial effect on the mixing of OCWF with air.
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Introduction

Currently, special attention is paid to the socio-economic development of the northern and
Arctic regions. This is due to the presence in these regions of large reserves of natural resources,
such as non-ferrous metal ores, gas, oil and coal. Since coal production has been increasing
recently, coal fuel will remain one of the main energy sources in the near future. However, we
should not forget about environmental problems that arise when burning coal, such as emissions
of nitrogen oxides and carbon dioxide into the atmosphere. To reduce harmful effects on atmo-
sphere and environment during energy production, it is proposed to use alternative fuels, such
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as coal-water fuel (CWF), consisting of water and coal dust, or organic water-coal fuel (OCWF),
consisting of water, crushed coal (or combustible waste from its processing ), a small amount of
chemical additives (for example, surfactants, plasticizers) and a petroleum combustible compo-
nent (waste oil) [1]. To burn liquid waste of petroleum origin in its original state, large resources
are needed; according to data [2], waste of petroleum origin and waste oils form masses amount-
ing to millions of tons per year and require further disposal. However, as part of OCWF, these
wastes can be used to intensify ignition and improve rheological characteristics of fuel [3]. Use
of by-products from coal mining and oil refining industries as part of OCWEF can help eliminate
waste from these industries and reduce the harmful impact of energy sector on nature. Also, the
advantages of using OCWF include the absence of dust and contamination during storage, trans-
portation and use of fuel. Today, there are technologies for industrial preparation and combustion
of CWF in furnaces of power boilers, experimental methods and numerical modeling algorithms
have been developed, and practical recommendations have been formulated for the combustion
of CWF droplets [4-7]. China and Japan are already using CFC combustion on an industrial
scale. The works [3,8-10] describe stages of preparation and ignition of OCWF droplets. To
date, data on the maximum ignition and combustion temperatures are presented for a narrow
composition of OCWF, which also complicates the process of studying these types of fuels. The
problem of ignition and combustion of OCWF is not simple, this is due to fact that OCWF is
multicomponent, contains solid particles, and this fuel most often has non-Newtonian properties.
To increase the efficiency of fuel combustion, its preliminary atomization in combustion chamber
is required; the technical task in this case is to optimize the process of destruction of the jet,
which includes changing the shape of the surface of the drop and its secondary destruction. The
development of an effective method for burning OCWF will allow low-quality fossil fuels to be
included in the fuel balance and solve the problem of recycling industrial waste that pollutes the
environment, thereby improving the environmental situation by reducing harmful emissions into
the atmosphere.

One of first experimental works on study of secondary crushing of OCWF droplets was
work [11]. The authors, in work [12], conducted a detailed experimental study of OCWF spray
for a coaxial nozzle, obtained quantitative information on characteristics of OCWF atomization
(average droplet size, shape and spray angle) with and without fuel treatment for purposes of ap-
plication in design of combustion chambers gas turbines burning OCWF. Also, a semi-empirical
correlation was developed to determine average spray particle sizes as a function of various pa-
rameters, including Weber number, Reynolds number, and air-to-fuel mass flow ratio. Heating
of OCWF (flash atomization) has been found to be very effective in reducing droplet size not
only at atmospheric pressure but also at elevated pressure. A detailed experimental study of
fragmentation of individual OCWF droplets was carried out for the first time in the work [13].
Pgugzydo

o
Later, in the work [7] a numerical study of behavior of an

The authors studied the morphology of droplets at various Weber numbers, We = and
n

VopL’

OCWPF drop during secondary crushing was carried out. The results obtained were compared
with experimental data on droplet crushing modes considered in the experimental work [7]. De-
spite the seemingly sufficient number of works in the field of studying OCWF, at the moment
there are practically no works related to the numerical study and establishment of the depen-
dence of the shape of the drop surface, deformation, and destruction time on the rheological
properties of OCWF [14, 15].

Ohnesorge numbers, Oh =
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1. Numerical technique for destruction of OCWF droplets

Since one of ways to obtain data on secondary destruction of a fuel droplet is numerical mod-
eling, in our works [16,17] we proposed and verified a numerical method for the destruction of
OCWTF droplets. This technique showed good agreement between calculated and experimental
data on the destruction of OCWF droplets and the rate of deformation of the droplet. When
developing numerical methodology, information about flow structure and physical properties of
gas-droplet flows was taken into account. It was also taken into account that fluid under consid-
eration can be either a viscous Newtonian or a non-Newtonian viscoplastic fluid, behaviour of
which can be described by one of common rheological models, such as the power-law, Bingham
or Herschel-Bulkley model [17] a numerical model was proposed and verified method of destruc-
tion of OCWF droplets. To simulate destruction of an OCWF drop, the Ansys Fluent software
package was used; the VOF method was used to describe free surface; a detailed description is
presented in work [18]. According to this method, the OCWF and air flow are considered as
a single two-component medium, and phase distribution within computational domain is deter-
mined using marker function F(x,y,z,t). The volume fraction of liquid phase in calculation cell is
taken equal to F(x,y,z,t) = 0 if cell is empty, F(x,y,2z,t) = 1 if cell is completely filled with liquid,
0 < F(x,y ,2,t) < 1 if interphase boundary passes through the cell. Tracking movement of in-
terface is performed by solving the equation for transfer of volume fraction of liquid phase in
cell:

oF 0
ot (93?i
where: u; is the velocity vector of a two-phase medium, found from solving a system of hydro-
dynamic equations: the mass conservation equation or the continuity equation:
0
Lo,
ot axi
and equations of motion or the law of conservation of momentum:

9 9 Joj dp 07y
il . i ) — _ e F..
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F =0, (1)

(pui) =0, (2)

here 7;; is the subgrid stress tensor, Fj is vector of body forces, p is static pressure, p is density
of two-phase medium. Components of viscous stress tensor o;;:

7= [“ (axj * ax)] RET @)

where: p is dynamic viscosity of two-phase medium. Density and Newtonian viscosity of two-

component medium under consideration are found through volume fraction of liquid in cell
according to the mixture rule:

p=pF+(1-F)pa, (5)
p=pF + (1= F)us, (6)

where: p1, u1 — density and viscosity of liquid, ps, po — density and viscosity of gas. The obtained
values of density p and viscosity p are included in equations of motion and determine physical
properties of two-phase medium.

To simulate destruction of droplets, special attention must be paid to surface tension, in this
case, the CSF algorithm [19] was used, which involves introducing into equations of motion an
additional body force Fj, value of which is determined from relation:
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F, = okVF, (7)
where: o is surface tension coefficient, k is curvature of free surface, which is defined as the

k=Y. (8)

The normal to free surface is calculated, in turn, as the gradient of volume fraction of liquid
phase in cell:

divergence of normal vector: n

n = VF. (9)
Since turbulent flows are observed during secondary destruction, the LES model was used [20].
1
Tij — ngkaij = —241Sij, (10)
1 (0u; Ouy
Sij == . 1), 11
; 2<axj+axi) (11)

where: 7;; is subgrid stress tensor, S;; is strain rate tensor, i, is subgrid viscosity. In this work,
we used subgrid viscosity model proposed by Smagorinsky:

pe = pL?|S|, (12)
where: L; is length of subgrid scale mixing:

Ly = min (kd, CSV1/3) , (13)

|S‘ = \/QSijSijv (14)

here: k is the Karman constant, d is distance to nearest wall, V is volume of the computational
cell Cy is the Smagorinsky constant. In this work, the value Cy = 0.17 was used.
For modeling properties of OCWF, the Herschel-Bulkley rheological model was used:

. ky"™ + 1o
py)=———.
vy

where: + is shear rate, 7y is yield strength of the viscoplastic fluid, n is flow index, k is fluid
consistency index.

(15)

For modeling destruction of droplets, including very small ones, special attention should be
paid to computational mesh. During secondary destruction of OCWF, small drops are formed,
resolution of which is a rather complex process, therefore, the technology of gradient adaptation
of the computational mesh is used in proposed numerical technique. According to this technology,
during calculation process mesh is automatically condensed in area of large solution gradients,
gradient of volume fraction of liquid was chosen as control parameter. At initial moment of time,
there are 40 calculated cells per drop along its diameter. In this case, there are at least 8 cells per
interface. Total number of computational nodes in optimized mesh during calculation process
was close to 12 million nodes.

2. Problem formulation and numerical simulation results

To describe destruction of OCWF droplets in a gas flow, an isothermal formulation of prob-
lem was used. OCWF is a water-coal suspension consisting of 60-70% by weight of coal powder,
30-40% water and a small amount of additives. Depending on composition, OCWF can be ei-
ther a Newtonian or non-Newtonian fluid. In our case, OCWF droplets have non-Newtonian
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properties and are described by the Herschel-Bulkley rheology. The physical properties of fuel
suspensions under consideration were taken from experimental work [21] (see Tab. 1), where p; is
density of OCWF, 7y is yield strength of viscoplastic fluid, k is consistency index, n is flow index,
o — coefficient of surface tension of OCWEF, T — temperature of OCWF. Air with following prop-
erties was considered as a gas: pg = 1.7 kg/m3, fg —1.789-107° Pa-s. The computational domain
is a parallelepiped with dimensions 0.026 x 0.026 x 0.08 m. On one of faces of parallelepiped,
an entry condition with a fixed velocity value was set, and on remaining faces of computational
domain, free exit conditions were set. At initial moment of time, at a distance of 0.0015 m from
entrance of computational domain, a spherical drop of OCWF with an initial diameter of dy =
0.003 m was placed, which was affected by an air flow with a speed of

ug = 50 m/s and deformed drop.

Table 1. Physical properties of OCWF fuel suspensions

T,K | p;, kg/m® [ 70, Pa [ k, Pa*s" [ n [ 0, N/m | We
278 1063 47.08 0.66 1 0.247 51.6
298 1062 37.36 0.42 1] 0.239 | 53.3
308 1061 26.57 0.39 1 0.231 55.2
318 1059 16.99 0.32 1| 0223 | 57.2

The secondary disintegration of an OCWF drop occurs under influence of an aerodynamic
force exceeding surface tension forces. Quantitatively, ratio of these forces is determined by the
Weber number. Value of the Weber number determines regime of destruction of drop.

For developing new fuel combustion technologies or burning fuel at low temperatures (e.g. in
Arctic conditions), its preliminary atomization in combustion chamber is important to increase
contact surface of fuel with the oxidizer. Main task in fuel atomisation and further improvement
of combustion technologies is to determine induction time of destruction, shape of surface and
rate of deformation of droplet at different times.

In Fig. 1 shows regimes of destruction of an OCWF drop at different temperatures, interval
between pictures is At = 500 ps. In Fig. la you can see process of deformation of an OCWF
drop at a temperature of 278 K, time of interaction of drop with flow is 11000 us. At such a low
temperature, drop does not collapse for a long time; a process of deformation and flattening of
drop in a plane normal to gas flow velocity vector is observed. At a time of &~ 8500 us, central
part of drop begins to thin out and stretch along flow, upon reaching a time of 11000 us, complete
destruction of central part of drop is observed.

When the OCWF temperature increases to 298 K, pattern of droplet deformation changes
(Fig. 1b). Interaction time of the drop with flow is 6000 ps. Initially, spherical drop at time
instant = 2000 ps resembles shape of a "disk". Over time, the central part of the "disk" inflates
like a "parachute"; this is clearly visible at time = 5500 ps. This regime of destruction for
a Newtonian liquid was described in detail in the work [22], authors write that this regime of
destruction for Newtonian liquids exists in the range of Weber numbers from 12 to 50. In this
case, when destruction of a non-Newtonian drop of OCWF at temperature 298 K, Weber number
is We = 53.3.

In Fig. 1c shows pictures of destruction of a drop of OCWF at a temperature of 308 K. The
drop is destroyed according to a scenario close to previous case (see Fig. 1 b). However, if in case
of Fig. 1b, destruction of the "parachute" is observed at ~ 5500 us, but in this case destruction
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Fig. 1. Regimes of destruction of a drop of OCWF at different temperatures. Interval between
frames At = 500 us. a) t = 278 K, period 0 — 11000 us; b) t = 298 K, period 0 — 6000 us;
¢) t = 308 K, period 0 — 6000 us; d) t = 318 K, period 0 — 6000 pus

occurs earlier, at &~ 5000 ps. As can be seen, even with such a small increase in temperature of
the OCWF drop from 298 K to 308 K, process of destruction of drop increases in time. Change
in the surface shape of an OCWF droplet at a temperature of 318 K is shown in Fig. 1d. The
interaction time of a drop with a flow is 6000 ps. In this case, tendency for destruction time to
depend on the initial temperature of drop remains unchanged. Destruction of the "parachute"
occurs at a time equal to ~ 4000 ps. Further, shell of central part of OCWF drop is destroyed
with formation of small drops; at moment of time ~ 5000 us, only a ring remains from initial
drop, which subsequently becomes thinner and destroyed.

In course of mathematical modeling, formation of a ring and its further movement along
flow was obtained for following OCWF temperatures of 298 — 318 K. After the "parachute" is
destroyed, only a ring remains from initially spherical drop, which over time increases in diameter
and becomes thinner. For the case of an OCWF droplet with a low temperature of 278 K, we
observe formation of a ring, but it thins out so slowly that the computational region was not
enough to record complete destruction of droplet. However, for this study this is not important,
because we are studying moment of induction of destruction, and not the late stage of interaction
of drop with the flow.

The most important indicator of droplet destruction is not only dynamics of deformation,
presented in Fig. 1, but also induction time of destruction of the OCWF droplet. Fig. 2 shows
pictures of destruction of a drop at a temperature of 278 K at various times. As can be seen,
at the moment of time 10377 us the central part of drop has already thinned out, but remains
intact, and at moment of time 10465 us a violation of integrity of shell is already observed, it
follows that the OCWF droplet at a temperature 278 K begins to collapse at a time equal to
t; =~ 10421 us. Based on Fig. la, Fig. 2, drop was deformed for a long time, and after reaching
destruction induction time, central part of drop quickly collapsed.

In Fig. 3 shows dynamics of destruction of a drop of OCWF at a temperature of 298 K in
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frontal projection. This type of destruction differs from previous case in that there is a gradual
destruction of central part of the drop with a simultaneous thinning of edge of drop - appearance
of a ring that increases until it collapses. Induction time of destruction in this case is to =~ 4955 us.
Fig. 3 clearly shows that drop begins to collapse from central part. At moment of time=5006 us
the "parachute" has become so thin that streams break off from drop, which increase and break
up into small drops. At time = 5560 us, complete destruction of central part of drop is observed,

liquid ring has increased in size, but has not yet become thin enough to collapse.

10 377 ps 10 465 ps 10 554 ps

10 763 ps 10 895 ps 11110 ps

Fig. 2. Frontal projection of destruction of an OCWF drop at t = 278 K

4950 ps 5006 ps 5070 ps

5135 ps 5197 ps 5327 ps 5560 ps

Fig. 3. Frontal projection of destruction of an OCWF drop at t = 298 K

Fig. 4 shows moments of destruction of an OCWF drop at a temperature of 308 K. Induction
time of destruction in this case is t3 &~ 4463 us. If we compare results obtained in Fig. 4 with
results presented in Fig. 3, we see that with increasing temperature destruction process begins
to proceed faster. Thus, at a temperature of 298 K (Fig. 3), a drop of OCWF began to collapse
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at time instant &~ 4955 us. And at a temperature of 308 K (Fig. 4) at same point in time, we
observe that the central part of the drop has already been completely destroyed and only a liquid
ring remains.

4430 ps 4497 ps 4565 ps

4625 ps 4764 ps 4989 ps 6307 ps

Fig. 4. Frontal projection of destruction of an OCWF drop at t = 308 K

The scenarios for destruction of an OCWEF drop at temperatures of 298-318 K are very
similar: gradual transverse stretching of the drop along midsection until drop resembles shape
of a "disk", further thinning of central part of drop and its inflation in a "parachute" type,
destruction of "parachute" into small drops and as a result, a ring remains from original drop,
which becomes thinner and collapses. In this case, destruction begins at time t4 ~ 3598 us, this
can be seen from Fig. 5.

3565 ps 3631 ps 3698 ps

Fig. 5. Frontal projection of destruction of an OCWF drop at t = 318 K

For quantitative assessments of destruction of droplet surface shape, dependence of ratio of
maximum value of droplet midsection to initial size dgy is used, where d,,q, is maximum size of
droplet shape during the deformation process, at a moment in time. This dependence is also
called rate of transverse deformation of the drop (Fig. 6).

Based on results (Fig. 6), as temperature of the OCWF drop increases, ratio of maximum
deformation of drop to initial size increases. Also, for the first time, estimates were made of
the influence of temperature of an OCWEF drop on induction time of destruction and rate of
deformation of drop at moment of destruction. Thus, with increasing temperature,destruction
time of an OCWF droplet decreases, and ratio of maximum deformation of droplet to initial size
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increases. Quantitative calculation indicators, such as the induction time of destruction and ratio
of maximum deformation of drop to initial size at moment of destruction are presented in Tab. 2.

2 T T T T
mmm =275 K
t=298 K
cLless t=308%
acdk t =318 K

0 1600 3200 4200 6400 2000
t, mEC

Fig. 6. Rate of transverse deformation of an OCWF drop at different fuel temperatures

Table 2. Quantitative results of destruction of a drop of OCWF

OCWF temperature, T, K | Induction time of destruction, t, us | dmaz/do
278 10421 1.798
298 4955 1.874
308 4463 2.069
318 3598 2.185

Conclusion

A computational study of secondary destruction of a drop of organic-coal fuel in a gas flow
was carried out in order to improve its combustion technologies. Droplets with different initial
temperatures from 278 to 318 K were studied.

The results of numerical modeling have yielded images of destruction of OCWF droplets.
These images demonstrate that fuel drops, which have non-Newtonian properties and are de-
scribed by the Herschel-Bulkley rheology, deform according to the "parachute" scenario within
the studied temperature range. At the same time, for a temperature close to freezing and equal
to 278 K, the drop is deformed for a long time before collapsing. This is due to fact that at such
low temperatures fuel has a higher yield strength, as well as a higher surface tension coefficient.
At the initial temperature of the OCWF drop equal to 318 K, the drop is destroyed much more
intensely. Induction time of destruction is reduced by approximately 3 times (compared to a
temperature of 278 K), which has a beneficial effect on mixing of OCWF with air.

Dependences of induction time of destruction and rate of transverse deformation of drop on
initial temperature of the OCWF drop obtained in work will be useful for improving technology
of combustion of OCWF, including in regions of the Far North.
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BropuyHoe pa3pyliieHne Kalljii OPpraHoOBO0YTOJILHOTO
TOILIUBA PA3JINYHOI TeMnepaTypbl B IOTOKE ra3a

Anna A.IllebesneBa
Anekcanap B. IlleGenen
Anpapeit B. MunakoB

Amnacracusa K. Okpyruna
Cubupckuit de1epaibHbIl YHIBEPCATET
Kpacnosipck, Poccuiickas @eneparus

Awnnoramusi. [IpoBeneHo pacyeTHOe MCC/Ie0BaHNE BTOPUYIHOIO Pa3pyIEHUs KaIlJId OPraHOBOIOYTOJIb-
moro tomsmea (OBYT) B notoke rasa. Brnepsole m3yvanoch Biusaue Temneparypbl Kamma OBYT, o6-
JIaJIatoIneil HeHbBIOTOHOBCKUMU CBOMCTBaMH, Ha JiepbOpMaIiio U ee JaJibHelilnee pa3pyenue. PacuerHoe
MCCJIEIOBAHNE TIPOBO/IMIIOCH C TIOMOIIBIO YUCJIEHHON MEeTOINKM, OCHOBaHHOM Ha BO®-Merose, miis yuera
TypOyJIEeHTHOCTH UCIOJIb30Baachk JIKC-Moens, miist onrcanust OBeIeHNsT MeXK(pa3HO! IPAHUITBI HA OC-
HOBHBIX TYpPOYJIEHTHBIX MAacCIITadaX MPUMEHSIACh TEXHOJIOTHS aJalITUPOBAHHBIX JTUHAMUYIECKUX CETOK,
KOTOpasi MO3BOJIMJIA Pa3pPellnTh BTOPUYHBIE KAILIM YKUJIKOCTH padMepoM n0o 20 MKM. B xome paGoTbl
ObL1a uccienoBana gpopma mosepxaocT Kamm OBYT B mporecce paspyinenus, a Tak¥Ke CTPYKTypa M0-
TOKa BOJIM3U U B CJiejie Kaluiu. B pesysibrare pacdeToB ObLIH ITOJIYY€HBI 3aBUCHMOCTH TEMIIa, ITOIIEPETHOMN
nedopmarun Mugesns Karmmu OBYT s pazindHbIX TeMIEpaTyp, Cyls M0 Pe3ybTaTaM, C YBeJIUIeHU-
eM TeMiiepaTypbl Bpemsi paspyurerust kKarmu OBYT ymenbIaercst, 9o 6J1aronpusiTHO CKa3bIBAETCS HA
nepemermuBanun OBYT ¢ Bozmyxom.

Kuarouessblie ciioBa: nuddepeHnuaibible ypaBHeHusI, 3a1a4a Koy, paciiernienne, yCTONYuBOCTh, CX0-
JIAMOCTb.
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