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Numerical Investigation of Combustion in Supersonic
Flow at the Transverse Injection of Hydrogen'

A computational fluid dynamics code for multispecies, Favre-Averaged Naveir-Stokes
equations is developed to simulate the turbulent supersonic two-dimensional reacting flow.
The explicit ENO scheme of third-order in accuracy has is used to solve the system of
equations, together with the algebraic Baldwin-Lomax’s turbulence model to calculate the
eddy viscosity coeflicient. For the description of reaction pathways of hydrogen, a seven
species chemical reaction model by Jachimowski is adopted. Computer code is validated
by comparison of the predicted solution with previous simulations of the two-dimensional
chemically reacting supersonic hydrogen-air flow, where the fuel is injected in transverse
direction to the main air flow via slots located on the wall. Influence of boundary conditions
for the temperature on the walls on turbulent mixture is reported.

Keywords: supersonic flow, hydrogen combustion, ENO-scheme, seven chemical reactions
mechanism.

E.K. BEJISAEB, A. KAJNTTAEB, A. 2K. HAIMAHOBA, XAPIIA K. UaJL/IAS
JIBIOBIC >KBLIJaMABIFBIHAH >KOFapbl aFbIHAAFbI KOJIJeHEeH OAFrbITTa
MHXKEKIINSAJIAHATBIH CYTEeKTiH >KaHYbIH CAHIBIK TYpPJe 3epPTTey

Exi emmmem i gpIOBIC YKbLITIaMIBIFBIHAH YKOFAPhI TYPOYIEHTTI afbIHIbI MOJIEAbAeY yinian PaBp
boiibraIra oprarraganran ker komroHeHTTI HaBbe-CToke Teneyep Kyiiecine ecenrey ruJi-
POJIMHAMUKACHIHBIH OarIap/iaMalibiK KOJIbl Kaca/bIHFaH. Bbepliren Tenjeysiep *Kyiecin merry
yuiin afikpiaganaran ENO cxema (yimiHim perti JoJiiKIeH) KOJJIaHbLIFAH KoHe TypPOy/IeHT-
Ti TYTKBIPJIBIKTHI Ta0y YIIiH ajaredpasblk Bosaynn-Jlomake mojeni Komganabuiran. CyTeKkTi
peaxiusira Tycyin cumarTay yimH CHapKThIH »KeTi peakIusiIbIK MeXaHu3MiH ajaMbi3. zKaca-
JIBIHFaH Oaf1apJiaMaJibIK, KOJI €Ki OJIIeM/Ii XUMUSIIBIK, PeaKIusira TYCETIH JTbIObIC XKbLTIaMThI-
PBIHAaH YKOFapbl CyTEKTi-aya arbIHbIHBIH, OallIaHbIChl, OHBIH, ilTiH/e 0ACThI aya arblHbl YKa3bIK
KaHaJIra Kipill, IepleHIuKyIap/Ibl OarbITTa IMIeKapaIblK, KabbIpraap/ial YPJACHETIH CyTeKIIeH
Oail/TaHbICHIH CUTIATTAWTHIH ecelllieH Tekcepiiren. Kabbiprajgap/iarbl TeMIepaTyPaHbIH, IeKa-
paJIbIK, IIapPTHIHBIH TYPOYICHTTI apajacy IpoIeciHe ocepi 3epTTe/iHIeH.
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E.K. BEI4EB, A. KANTAEB, A. K. HATUMAHOBA, XAPIIA K. UsJ/1J1AA
YucieHHOE MCcileIoBaHE TOPEHNsSI B CBEPX3BYKOBOM IOTOKE C
nonepevyHoil MH>KeKIneil BoJ0poia

B nmannoit pabore ObL1 pa3zpaboTaH BBIYUC/IUTEBHBIN TPOrPAMMHBIN KOJI JIJIT MHOIOKOMIIO-
HeHTHOTO ocpeaHerHoro mo @aspy ypasaenns Hapbe-CTokca, KOTOPBI MO3BOJISET MOJIEIU-
poBaTh JIByMEpHBbIE TypPOY/IEHTHBIE CBEPX3BYKOBbIE pearupyiomine Tedenusd. J[is qucjaeHHoro
pelleHnsi CUCTeMbl ypaBHeHui Oblia ucrnosib3oBana ENO cxema Tperbero mopsijka TOIHO-
CTH, JIJIsT BBIYUCJIEHUS TYPOYJIEHTHON BA3KOCTH MCIOJb30BaHa MOje b bosynna-J/lomakca.
g ommcanus poIeccoB peakIny BOJIOPO/Ia ObLT UCIIOJIb30BaH MEXAHU3M CEMU XUMUIECKUX
peaknmit Crrapka. [locTpoeHHBIT KOMIBIOTEPHBIH KO OBLT IPOBEPEH pEIIeHreM JBYMEPHO
XUMUYCCKU Pearupyroneil cBepx3ByKOBOI BOAOPOAHO-BO3AYIIHON CMeECH, I'[ile OCHOBHOU BO3-
JYIIHBIA TOTOK BXOJUT B IJIOCKUI KaHaJ U BOAOPO, BAYBACTCH IIEPHEHINKYAAPHO U3 CTECHOK
KaHaJja. bbLIo nccie0BaHo BJUSHUE I'PAHUYHBIX YCJIOBH JIJI TeMIIepaTypbl Ha CTEHKE Ha
TYypOyJIEHTHOE CMEIIIeHHE.

Introduction. Interaction of finite-rate chemical reaction of hydrogen with turbulent
mixing of supersonic air and fuel flow is observed in many problems of modeling SCRAM
jet engines used in modern rocket and space technology. It is very difficult to ignite and
maintain combustion process in supersonic ramjet (scramjet) engines and it continues to be
a very challenging and time consuming problem. Since the airflow is supersonic, fuel in the
combustion chamber is associated with a very short residence time (about 1 ms). During
this short period of time, the fuel must mix with air at the molecular level and the chemical
reaction should be completed prior to leaving the engine for realization of the full thrust.

The layer of mixing and combustion length is an important factor in the design of
supersonic ramjet engines. The flow field in such devices is very complex. It is well known
that the level of complexities are determined by processes controlling turbulent fuel-air
mixing, chemical reaction, shock waves, separation region ahead of the jet and behind of
it. Consequently, the investigation of the turbulent reactive flows is of great importance in
supersonic combustion. Some of aspects of the supersonic flows with transverse injection of
fuel jets, with and without chemical reaction have been considered in the past [1-3]. The angle
of inclination of the shock waves formed and the length of the separation-region were found
to be a function of the jet’s pressure ratio. The enhancement of mixing have been investigated
in [4] by using TVD scheme. Thus, further developed computational fluid dynamic codes for
solution of reacting Navier-Stokes equations for supersonic multi-species flow is an important
task and is the focus of this work.

The two-dimensional supersonic turbulent flow of multi-component gas, in the presence of
cross injection hydrogen from the bottom and top walls of the channel, has been considered
previously. For convenience of calculation, in this work we consider only the injection of the
fuel stream from the bottom wall, as show in Fig. 1.

1. Mathematical Model

The two-dimensional Favre-averaged Navier-Stokes equations for multi-species flow with
chemical reactions is:
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Figure 1: An illustration of the flow configuration.

e

where the vector of the dependent variables and the vector fluxes are given as

p pu pw
ou pu? + P puw
U= pw , E = puw , F= pw? + P ,
E, (Ey+ P)u (Ey+ P)w
pYk puYy pwYy
0 0 0
Tog Tz 0
Ev: Tz 7ﬁv: T2z 7W: 0
UT gy + UTgz — Gz WTy + WTyz — 4z 0

Here, the viscous stresses, thermal conduction, and diffusion flux of species are:

Tex = £<2ux - g(um + wz))aTzz = i(2w2 B g(uw + wz))ﬂ—xz = T2z = £<uz + w$)7
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where Y}, is the mass fraction of k¥ species, wy, - rate of mass production of species, k=1,...,N,
with N as the number of components in the gas mixture. The thermal equation for multi-

species gas is:
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where W, is the molecular weight of the species.
The equation for a total energy is given by

Ey

ph 1
_ .7 —p+ Ep(u2+w2). (3)

The enthalpy of the gas mixture is calculated according to h = fozl Yihi, with specific

enthalpy of k' species evaluated suing hy = h + fTTO cprdT .
The specific heat at constant pressure for each component c,y, is:

5
- B -
Cpk = Cpk/W, Cpk = E ;1" 1, Ak = ajkTgo ,

=1

where the molar specific heat C; is given in terms of the fourth degree polynomial with
respect to temperature, consistent with the JANAF Thermochemical Tables [5].

The system of the equations (1) is written in the conservative, dimensionless form. The
flow parameters are p.o, Uso, Woos Too, oo, Wee, Roo, jet parameters are py, ug, wo, Ty, ho, Wo, Ro.
The governing parameters are the entrance parameters, the pressure and total energy are
normalized by p.u? , the enthalpy by RyT. /W, the molar specific heat by Ry and the
spatial distances by the slot width .

The coefficient of viscosity is represented in the form of the sum of y; - molecular viscosity
and p; - turbulent viscosity: p = p; + g, where p, is defined according to Baldwin-Lomax’s
algebraic model. The mixture averaged molecular viscosity is evaluated using from Wilke’s
formula.

The chemical reactions of hydrogen (Hs) with air are described using Jachimowski’s seven
species model used in the NASA SPARK code [5]. This model includes the following seven
species: (Hy, O9, HyO,OH, H,O, Ny).

The boundary conditions at the entrance plane is given as:

Yoo RO Too

= ooaT:Tom :Moo
p=Pp u W

,wW=0,Y, =Y, =00<2<H,;

in the input section the turbulent boundary layer on the wall is given, and the velocity profile
approximated by power law.
The boundary conditions in the slot has the following form:

[voRoT
D= NPoo, 1 =Th,w = M, %I/VO O,u:(),Yk:Yko, 2=0,Ly < z< Ly+ h;
0

here, n = pg/ps is the jet pressure ratio, pg is the jet pressure, and p is the flow pressure. On
the lower wall the no-slip velocity condition is imposed, for the temperature the adiabatic and
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constant wall condition are imposed, while on the upper boundary the condition of symmetry
is assumed. At the outflow, the non-reflecting boundary condition is used [1].

2. Method of Solution

The numerical solution of the system of equations (1) is calculated in two steps. The
first-step solves for the gas dynamic parameters (p,u,w, E;) and second-step the species
(Yk, k = 1,7) with mass source terms. The approximation of convection terms is performed by
the ENO-scheme of third-order accuracy [1,6-7|. The ENO scheme is constructed on the basis
of Godunov method, where piecewise polynomial function is defined by the Newton’s formula
of the third degree. In approximation of derivatives of diffusion terms, second-order central-
difference operators are used. The system of the finite difference equations are solved by the
Beam-Warming method with using matrix sweep. Then it is necessary to define Jacobian
matrix which in the case of the thermally perfect gas represents difficult task. This problem
is connected by explicit representation of pressure through the unknown parameters. Here
pressure is determined by using the following formula

ho
Yoo M3,

p1o
L @)

p= (3~ DB~ gplu® +0?) — p—] 4

where 7 = Z—’" - is an effective adiabatic parameter of the gas mixture, hy,, = Zi\il Y; f;g cp, dT,

Csm = Zfil Y; fTTO ¢y, dT. - enthalpy and internal energy of the mixture minus the heat and
energy of formation; Ty = 293K - standard temperature of formation.

The equations for species are solved by the scalar sweep, where in the first-step convection
and diffusion terms are included and calculated using ENO scheme. In the second-step, the
matrix equation with terms (wy, = Widy) is solved implicitly. These source terms W, are
linearized by expansion in a Taylor series,

wptt = wp + 7(2—33AYm + %AT + aa—M:“Ap)

The temperature is found by using the Newton-Raphson iteration from the equations [1].
3. Numerical Results

The computation was performed on 241 x 181 space grid with respect to spatial coordinates.
In the first case considered, the perpendicular injection of a gas into two-dimensional channel
without chemical reactions was considered. The parameters of jet and air flow adopted were
[1]: My = 1,Ty = 217K, pg = 1.24M Pa, width of slot 0.0559¢m; My, = 2.9, T, = 108K, po =
0.0663M Pa. The channel height and length were 7.62 and 15¢m, respectively. The slot was
located at a distance of 10c¢m from the inflow plane. The results of the numerical experiment
were in satisfactory agreement with experimental data and numerical calculations by other
authors [1,8-9].

In the next case, the perpendicular injection of jet of hydrogen into planar air flow was
numerically tested. Here, the width of slot is 0,0559¢cm, jet parameters are My = 1.1,7Ty =
400K,py = 1M Pa and air M., = 3,T,, = 1300K, pso = 0.25M Pa, and constant boundary
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conditions on the wall was adopted. The height of the channel is 7.62cm, and length - 15¢m.
The slot was located on distance of 10c¢m from the inflow plane.

The mechanism of hydrogen oxidation is a chain reaction, which is a consequence of the
production of active centers or species, i.e. radicals, in the mixing region of the jet and the
flow. Further dissociation of the molecular components of the mixture, as well as exchange
reactions lead to the accumulation of active centers. Since the initiation reactions and chain-
propagation reactions are endothermic, this stage of oxidation of hydrogen proceeds without
significant heat generation, which indicates the presence of the induction period, characterized
by constant temperature of homogeneous mixture. Figure 2 shows the flame propagation in
the mixing zone using Jachimowski’s seven species reaction model, i.e. Hy, Os, H,O, OH,
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Figure 2 - The flame propagation in the mixing zone longitudinal section

Ignition begins in the mixing region of the jet with the flow at time t = 0.595 mks, where
there are significant concentrations of water vapor, hydroxyl radical, hydrogen and oxygen
atoms, which indicates the beginning of a chain branching reaction. As the shock waves
occurs with sharp change in temperature, these values exceeds initial temperature of jet and
flow. Temperature increase by shock waves precedes the oxidation of hydrogen by Arrhenius
dependence of reaction rate on temperature. In turn, the hydrogen combustion, due to the
intense heat release, leads to an increase in temperature and pressure in the combustion zone.
Figure 3 shows that the maximum temperature is concentrated in the mixing zone where
ignition of the mixture is occurring. Starting point of increasing the concentration of water
vapor, and maximizing its value in the region where shock waves exert a significant influence
on the diffusion of hydrogen burning. Shock waves lead to an increase in the temperature
and mixing intensity of fuel and oxidizer.

-_IHIIIIIHIL.
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Figure 3 - The temperature field
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In Figs.4-8, the contour plots of the distribution of hydrogen (H,), water vapor (H20),
hydroxyl radical (OH), hydrogen atom (H) and oxygen atom (O) concentrations are shown at
different times. The present numerical experiments clearly show that the intense combustion
zone is concentrated near wall for adiabatic boundary. Thus the constructed computer code
for turbulent supersonic reacting flow allows to study influence parameters that control mixing
and combustion.

H2 0102030405068070808 HX 010203040506070809

10 15
x

=1.785 mks

| HZ 0102030405060708085 | H2: 010203040506070808
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X
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Figure 4 - The distribution of hydrogen concentration at different times
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Figure 5 - The distribution of water vapor concentration at different times
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Figure 6 - The distribution of hydroxyl radical concentration at different times

4. Conclusion

In the present work, the numerical model and computer code have been developed for
turbulent supersonic two-dimensional reacting flow. The numerical method is based on the
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Figure 7 - The distribution of hydrogen atom concentration at different times
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Figure 8 - The distribution of oxygen atom concentration at different times

ENO scheme. Numerical experiments has shown that the zone of combustion is concentrated
near wall for adiabatic boundary. The results of combustion of hydrogen-air mixture, based
on Jachimowski’s seven-species reaction model. Extension to other reaction models will be
considered in a future study.

The developed computer code allows to study of mixing fuel and air streams with various
injector geometries and subsequent reaction, which is important in the design of supersonic
combustion ramjet (scramjet) engines.
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