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Abstract: To further improve the performance of the Proton Exchange Membrane Fuel Cell (PEMFC),
in this paper, we designed a blocked flow channel with trapezoidal baffles, and geometric parameters
of the baffle were optimized based on CFD simulation, Artificial Neural Network (ANN), and single-
objective optimization methods. The analysis of velocity, pressure, and oxygen distribution in the
cathode flow channel shows that the optimized trapezoidal baffle can improve oxygen transport
during the reaction. The comparison of the optimization model with the straight flow channel model
and the rectangular baffle model shows that the power density of the optimized model is 4.0% higher
than that of the straight flow channel model at a voltage of 0.3 V, and the pressure drop is only
37.83% of that of the rectangular baffle model. For on-road PEMFC with a voltage of 0.6 V, the
influence of pump power is significant, and the optimized trapezoidal baffle model has a net power
increase of 1.47% compared to the rectangular baffle model at 50% pump efficiency and 3.94% at 30%
pump efficiency.

Keywords: PEMFC; baffle; CFD; ANN; flow channel

1. Introduction

The Proton Exchange Membrane Fuel Cell (PEMFC) shows promising advantages for
its high efficiency and zero emission compared with internal combustion engines [1,2]. The
membrane would show low resistance with ample water inside, which means the reactive
gases need humidification. The area with a relatively high electrochemical reaction rate has
a higher risk of flooding because the product of the reaction is also water [3,4]. The operating
temperature range of PEMFC is determined by the physicochemical properties of the
membrane [5]. Therefore, heat and water management is crucial to PEMFC [5,6]. The mass
transport of reactive gases is also essential to the performance and reliability of PEMFC.
The uniform distribution of reactive gases helps reduce the risk of high temperatures and
flooding in local areas in the flow field [7-9].

There are several researches about the mass transport in PEMFC. Hakenjos et al. de-
signed and tested a visible single PEMFC, measured the distribution of current density and
temperature, and studied the shape and movement of water drops in the flow channel [10].
Nandjou et al. conducted a durability test and researched the degradation mechanisms
of the components in PEMFC by many measuring means [11]. Sakaida et al. established
the gas diffusion layer (GDL) structure by X-ray measurements and researched the move-
ment of water drops in the GDL by the lattice Boltzmann method (LBM) [12]. Shao et al.
studied the hysteresis of output voltage by a visualization experiment and Electrochemi-
cal Impedance Spectroscopy (EIS), built a 1-D PEMFC model to calculate, and indicated
the importance of GDL wettability to liquid water transport [13]. Shao et al. built a 2-D
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PEMEFC model to research the effect of water transport in the cathode on the performance
of PEMFC [14]. Zhao et al. studied the O, transport in the membrane electrode assembly
(MEA) by calculation and experiment [15]. Peng et al. studied the effect of the accumulation
of water and N, in anode on the performance by a 3-D transient calculation [16].

Some research focuses on the influence of flow field structure on the performance
of PEMFC. Peng et al. modeled the fuel cell and researched the influence of different
flow field structures on the temperature distribution of commercial PEMFC [17]. Li et al.
simulated the cathode variable cross-section flow channel model to improve the perfor-
mance of PEMFC [18]. Luo et al. designed and calculated a serpentine flow field with
rib grooves to optimize the performance of PEMFC [19]. Saripella et al. researched the
influence of bio-inspired flow channels on the performance of PEMFC by simulation and
experiment [20]. Zamora-Antufiano et al. made a CFD model of a PEMFC and analyzed
the influence of channel distribution on the cathode current [21]. Each flow field design
has certain disadvantages. The parallel flow field shows worse distribution uniformity of
reactive gases than the serpentine and the interdigital flow fields [22]. Methods in former
research to improve the distribution uniformity of reactive gases, namely changing the
cross-section flow channel or adding block structure, or baffles, in the flow channel, have
been investigated [23-27]. Zhang et al. built a fuel cell model with baffles in cathode flow
channels to study the influence of the distribution and size of baffles on the performance
of PEMFC, and found that the baffles in flow channels could improve the performance of
PEMFC by enhancing the distribution uniformity of reactive gases [28].

To save time and calculation resources, a series of fuel cell models were designed, and
surrogate models were trained by machine learning to optimize the fuel cell performance
based on the chosen algorithm [29]. Cao et al. made an Artificial Neural Network (ANN)
model to predict the cell voltage consistency of a PEMFC [30]. Qiu et al. made a Radial
Basis Function Neural Network (RBFNN) model of PEMFC to optimize the contact pressure
of GDL [31]. Yu et al. built a 3-D CFD model of a PEMFC, designed and calculated a series
of models, trained a surrogate model by ANN, and optimized the parameters of baffles in
the flow channel by Genetic Algorithm (GA) and multi-objective optimization (MOO) to
improve the performance of the PEMFC [32].

In this paper, a flow field structure was designed and modified to further improve the
performance of the fuel cell with the methods of CFD simulation, ANN, and single-objective
optimization. A cathode flow channel model was designed with trapezoidal baffles to
increase the oxygen concentration of the catalyst layer (CL), and a CFD simulation model
of the PEMFC was established based on the geometric parameters of the flow channel. In
the simulation process, to improve the net power output of PEMFC under road conditions,
the geometric parameters of the trapezoidal baffle model were optimized using ANN and
single-objective optimization methods to improve the overall performance of the on-road
PEMFC.

2. Model Development
2.1. Geometric Model

The PEMFC model consists of anode and cathode bipolar plates, anode and cathode
reaction gas channels, anode and cathode gas diffusion layers, anode and cathode catalytic
layers, and proton exchange membranes. The geometrical structure and parameters are
shown in Figure 1a and Table 1. The anode channel is a simple parallel flow field, and the
blocked cathode channel applies a series of trapezoidal baffles, as shown in Figure 1b. The
reaction gas is affected by the trapezoidal baffles, which disturbs the velocity boundary
layer of the flow field. The velocity of the gas flow is increased, and a downward partial
velocity is created, which results in forced gas diffusion, increasing the gas concentration
near the reaction zone. The trapezoidal baffles” geometrical structure and parameters are
shown in Figure 1c and Table 2, respectively. The lengths of both bases (L and Lg) are
constant, and the attitude (H) and the length difference between the two bases towards the
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inlet (L¢) are selected as the main characteristic parameters of the trapezoidal baffle for the
flow field optimization.

Cathode Bipolar Plate —
Cathode Channel ’
Cathode Gas Diffusion Lahg
Cathode Catalyst Layer
PEM
Anode Catalyst Layer
Anode Gas Diffusion Layer

Anode Channel ! —

Anode Bipolar Plate

(a)

W

D=

Inlet

L Ly
(b) (c)

Figure 1. Schematic diagrams of the CFD model: (a) Structure of the single fuel cell. (b) Computational
domain of the cathode flow channel with baffles. (c) Configuration of trapezoidal baffles.

Table 1. Parameters of geometric model.

Parameters Values Unit
Active area 1.2 x 132 mm X mm
Thickness of BP 0.8 mm
Thickness of GDL 0.26 mm
Thickness of CL 0.01 mm
Thickness of membrane 0.03 mm
Depth of flow channel 0.6 mm
Width of flow channel 0.6 mm

Table 2. Parameters of trapezoidal baffles.

Parameters Values Unit

Width of baffles (W) 0.6 mm
Length of the upper base (L) 5 mm
Length of the lower base (Lg) 1 mm
Difference between L and Ly (L) 2 mm
Attitude of baffles (H) 04 mm

2.2. Mathematical Model

A 3-D, multiphase CFD model is built to calculate the flow, mass transport, and
electrochemical reaction of the PEMFC. The key physicochemical parameters and governing
equations in this model are shown below.
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2.2.1. Key Physicochemical Parameters
The key physicochemical parameters in this model are shown in Table 3.
Table 3. Key physicochemical parameters in this model.
Parameters Values Unit
Operation pressure 200,000 Pa
Operation temperature 343.15 K
Output voltage at optimization 0.4 Vv
Open circuit voltage 11 v
Electrical conductivity of BP 1.0 x 10° S/m
Reference concentration H;: 56.4 0,: 3.39 mol/m?>
Stoichiometry ratio Anode: 1.5 Cathode: 2 -
Porosity of GDL Anode: 0.4 Cathode: 0.4 -
Porosity of CL Anode: 0.3 Cathode: 0.3 -
Electrical conductivity of GDL Anode: 5000 Cathode: 5000 S/m
Relative humidity Anode: 30% Cathode: 50% -
Reference exchange current density Anode: 13000 Cathode: 30 A/m?
Concentration exponent Anode: 0.5 Cathode: 1 -
2.2.2. Governing Equations
e  Mass conservation equation
d(g -
(p)—l-V-(epu)—Sm, (1)
ot
My, .
Sm,a = SH2 = _?Lmr (2)
Mp,0.  Mo,.
Sme = SHZO + 502 = °F lea — AF Lea, 3)

The mass conservation equation is shown in Equation (1). ¢ is the porosity. p is the
density of the fluid. Sy, is the mass source term, which is zero in reactive gas flow channels
and GDL of anode and cathode. S;,, and Sy, are the mass source terms in anode and in
cathode, as shown in Equations (2) and (3). Mpy,, Mp,0, and Mo, are the molar mass of
H,, H>O, and O,. F is Faraday constant, 96,485 C/mol. i, and i, are the exchange current
densities of anode and cathode.

e  Momentum conservation equation

a(epﬂ))

o T V- (epuil) = —eVp+ V- (epVu) + Su, (4)
kp
gqUig = —Vpg, 5)
Mg
LT
Su = Eu, (6)

The momentum conservation equation is shown in Equation (4), and S, is the momen-
tum source term. p is the pressure, and y is the dynamic viscosity of the fluid.

Equation (4) could be simplified in different components. ¢ is 1, and S, is zero in flow
channels. Equation (4) is simplified to Equations (5) and (6) in porous medium according
to Darcy’s law.
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e  Energy conservation equation
d(epc, T
% +V - (epcpuT) = V- (KIIVT) + 5, 7)
SQ = IZRohm + IBSHzOhreaction +rohp + Lan,cal], 8)

The energy conservation equation is shown in Equation (7), and Sg is the energy
source term. ¢, is the specific heat at constant pressure. T is the temperature. ket is effective
thermal conductivity. The calculation of Sg is shown in Equation (8) considering ohmic
heat, chemical reaction heat, phase transition heat, and overpotential. I is the current, and
Ropm is ohmic resistance. f is the ratio of chemical energy and converted heat. Sy, 0 is the
rate at which the water vapor is generated. l,y,40y, is the enthalpy of the electrochemical
reaction. ry, is the rate of phase transition of water, and #;, is the enthalpy of phase transition
of water. 7 is overpotential.

e  Species conservation equation

Aeonsa) - (eticanan) = ¥ (DfffaVeanan) + St o)
Sty =~ g (10)
50, = _%im' (11)
SH0 = %"”' (12)

The species conservation equation is shown in Equation (9), and Sy is the species
source term. Sy is zero in the flow channel and in GDL, and can be simplified in CL as

shown in Equations (10)—(12). ca,cq is the constituent concentration, and D%f ca 1s the
effective diffusion coefficient of the constituent in anode or in cathode.

e  Charge conservation equation

V- (0.V ) + S, =0, (13)

V- (0 V) + Sm =0, (14)

o = o (2 R — ), (15)
feq = im,ref(CSS;f)%a (eﬂ?{'TFﬂca _ g%’?an), (16)
= e —pm — Vo, (17)

The charge conservation equation is shown in Equations (13) and (14). ¢ and ¢,
represent solid and membrane potential, respectively. S, and S;; represent electron and
proton current, respectively, and only exist in CL. The values of S, and S, could be
calculated by the Butler—Volmer equation, as shown in Equations (15) and (16). And the
subscripts of 4 and ¢, represent anode and cathode, respectively. The relationship between
electrode potential, solid potential, and membrane potential is shown as Equation (17).
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e Liquid water formation and transport equation [29]
0 Ks® dp,
=z (01Vis) =V - | o — ZF¢ 1
a7 (0s) +V - (i Vis) =V {Pl s VS} + T, (18)

Important assumptions have been made to solve the equations above.

(1) Laminar and incompressible flow in flow channels.
(2) Steady conditions of operating PEMFC.

(38) Reactive gases as ideal gas.

(4) Homogeneous porous medium.

(5) Neglected gravity.

3. Results
3.1. Optimization Process
3.1.1. Numerical Calculation

In this paper, a 3-D multiphase PEMFC model was built with commercial software,
ANSYS Fluent 2020 [33]. The coupling equations for pressure and velocity were calculated
by the finite volume method of the Semi-Implicit Method for Pressure-Linked Equations
(SIMPLE) [34]. The F-cycle in the multigrid cycle was used to improve the convergence
and stability of the calculation. The biconjugate gradient stabilized method (BCGSTAB)
was used to solve the solid and membrane potential equations. The grid of the model is
shown in Figure 2.

Figure 2. The grid of the model and the partial magnification (50x).

3.1.2. Validation and Grid Independence Test

The grid independence test was performed to reduce the influence of the quantity
of grids on the calculation result, as shown in Table 4. The density of grids of the model
was increased to investigate the influence by comparing the current density of the PEMFC
with different quantities of grids. Five cases with five quantities of grids (421,838, 610,707,
824,345,1,004,194, 1,188,828) were calculated. The largest error of current density between
Casel and Case5 was 0.49%. The quantity of 610,707 grids was applied considering the
accuracy and resource of the calculation.

To validate this model, the numerical results were contrasted with the experimental
results of Wang [9] because of the similar geometry and operating conditions. The numerical
results fit well with the experimental results when the current density was less than
0.9 A/cm?, as shown in Figure 3. The numerical results were slightly higher than the
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experimental results with the increase in current density. The reason was the difference in
water formation and distribution between the simulation and reality.

Table 4. Independence test of grids.

Case Quantity of Grids Current Density (A/cm?)
Casel 421,838 4.0918
Case2 610,707 4.0769
Case3 824,345 4.0828
Case4 1,004,194 4.0808
Caseb 1,188,828 4.0717
0.9
0.8f\® —=— Numerical results
' ® Experimental results
0.7
0.6
>
~0.5
o
cn
<
0.4
>
0.3
0.2
0.1
0'8.0 0.2 0.4 0.6 0.8 1.0 1.2

Current Density(A/cmz)
Figure 3. Contrast between the numerical and experimental results.

3.1.3. Object of Optimization

Lyand H were chosen to be the decision variables as the key structural parameters of
trapezoidal baffles, shown in Figure 1c and Table 2. The reason is that L determines the
angle between the fluid and the trapezoidal baffles, and H determines the throttle effect of
the trapezoidal baffles on the fluid. The values of Ly and H were limited to keep the model
running correctly and the rationality of parameters as shown in Equations (19) and (20).

0<Lf<40, (19)

02 < H <04, (20)

The net power density (Pyet) is a straightforward criterion to judge the performance
of a fuel cell because the net power density reflects the output of the fuel cell and the
consumption of the attachment. Therefore, the net power density was chosen to be op-
timized as the objective function of the trapezoidal baffles. The relationship is shown in
Equations (21)—(23).

Pyet = Peett — Ppumpr (21)
Peent = Veelt Lave Aact, (22)
Ppump = ApcaVCHAin,cur (23)

AP, is the total pressure drop of the cathode flow field. V, is the velocity of the
fluid in the cathode flow channels. A;, ., is the area of the cathode inlet. Ay is the active
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area of the cathode. I, is the average current density, and V., is the working voltage of
the PEMFC.

3.1.4. Design of the Database for Training

The database for training the ANN surrogate models was designed by the Latin
hypercube sampling (LHS) method, which is an effective stratified random sampling
method. The steps of LHS are shown below.

Determine N, the sample number of the database.

Divide the interval from 0 to 1 into N equal parts.

Select a random value in every part of the interval from 0 to 1.

Map the selected value to the sample of standard normal distribution (SND) by the
inverse function of SND.

N in this paper was set to 200 according to the range of variables (L; and H). The
geometric models would be rebuilt and applied to numerical models according to every
sample. A database containing all of the variables and calculation results for training the
ANN surrogate models was finished.

3.1.5. ANN Surrogate Models

The ANN model is a Single-layer Feed-Forward Back Propagation network in this
paper. The ANN model consists of an input layer, a hidden layer with 10 neurons, and an
output layer. The signal is transferred forward layer by layer. The result of the output layer
would be compared with the experimental results, and the error would be transferred back
to the hidden layer. The schematic diagram, training parameters, and structural parameters
of the ANN models are shown in Figure 4 and Table 5.

Input Layer Hidden Layer Output Layer

Figure 4. Schematic diagram of the ANN model.

Table 5. Training parameters and structural parameters of the ANN model.

Parameters Value or Setting
Training set 70%
Test set 15%
Verification set 15%
Neuron number in input layer 2
Neuron number in hidden layer 10
Neuron number in output layer 1
Train function Levenberg-Marquardt

Activation transfer function Sigmoid
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The mean square error (MSE) and coefficient of determination (R?) were applied to
evaluate the prediction performance of the ANN model, as shown in Equations (24) and (25).

MSE = -3 (i~ yi)? @9
i=1
i (vi— fi)?

RRP=1-5L (25)
El (vi— %)

n is the N, the sample number, in Section 3.1.4. f; is the predicted value, y; is the actual
value, and 7; is the average value of y;. A small value of MSE and approximate value of R?
to 1 indicated precise prediction performance of the ANN model.

The comparison of the predicted value and the actual value showed good prediction
performance, as shown in Figure 5. The MSE and R? were 1.3606 x 10~° and 0.9069,
respectively, which means that the surrogate model trained by ANN was sufficient to
predict the Py in the actual model.

2.64

Actual Value

263 | ® Predicted Value
=
= 262
f\“=
°
§ 261
<
>
o 3
,:l_,‘: 2.60 R=0.9069
g MSE=1.3606x10"
= 259 b

258 " 1 1 1 1 " 1 i 1 "

2.58 2.59 2.60 2.61 2.62 2.63 2.64

Actual Value of P (W)
Figure 5. Comparison of the predicted value and the actual value.

3.1.6. Single-Objective Optimization

The genetic algorithm (GA) was applied to the single-objective optimization as shown
in Figure 6. The parameters of GA are shown in Table 6.

Table 6. The parameters of GA.

Parameters Values
Population size 50
Evolution generation 180
Crossover fraction 0.8
Mutation fraction 0.01

The results of the single-objective optimization are shown in Table 7. The predicted
value of net power density was 2.6357 W/cm? when the values of Lrand H were 3.0344
and 0.3999, respectively. The calculated value for net power density was 2.6294 with the
optimized values of Ly and H. The relative error of the predicted value and the calculated
value was 0.24%, which indicated good credibility of the surrogate model trained by ANN
and optimized by GA.



Appl. Sci. 2024, 14, 428

10 of 19

Start
|

Initialize
population
( Lfa H )

—

Evaluate
fitness(P,;) by
ANN

}

Selection No

}

Crossover

}

Mutation

!

Stopping
Criteria Met?

Yes l
End

Figure 6. Schematic diagram of single-objective optimization.

Table 7. Results of the single-objective optimization.

Results Values Unit

Lf 3.0344 mm

H 0.3999 mm
Predicted net power density 2.6357 W/cm?
Calculated net power density 2.6294 W/cm?

3.2. Comparison and Analysis

In this section, a comparison is presented for the PEMFC models with straight flow
channels, optimized trapezoidal baffles, and rectangular baffles (hereinafter, straight flow
channel model, optimized trapezoidal baffle model, and rectangular baffle model).

Figure 7 shows the gas velocity distribution contour along the oxygen flow in the
three models at 0.4 V. As can be seen from the figure, the gas velocity in the straight flow
channel model remained almost constant. The flow velocity of the optimized trapezoidal
and rectangular baffle models varied periodically according to their geometry. Figure 8 is a
detailed vector diagram of the velocity in the three models at the same distance to the inlet
at 0.4 V. In the straight flow channel, most of the velocity vectors point in the axis direction
and are thus parallel with the gas diffusion layer. The reaction of the PEMFC is hindered by
the inevitable uneven oxygen concentration along the channel. In the optimized trapezoidal
baffle model and rectangular baffle model, baffles disturb the uniform oxygen flow, creating
turbulence adjacent to the baffles that directs more oxygen towards the gas diffusion layer.
Moreover, the throttling effect of the baffles on the airflow increases the flow rate below the
baffles, forming a local low-pressure area, which is also conducive to droplet removal on
the gas diffusion layer and liquid discharging in the flow channel.
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Velocity m/s
0.00 2.57 515 7.72 10.28 12.88 15.44 18.01 20.58 23.18 25.73

Figure 7. Velocity distribution of air inflow channels. (a) The straight flow channel model; (b) the
rectangular baffle model; (c) the optimized trapezoidal baffle model.

the straight flow channel model

the rectangular baffle model

the optimized trapezoidal baffle model

Figure 8. Vector diagram of velocity of air inflow channels.

Also shown in Figure 8, there is visible boundary layer separation and vortex genera-
tion upstream and downstream of the rectangular baffle—especially downstream, where
significant backflow zones are formed, which will significantly increase the required pump
power. Figure 9 shows the pressure distribution contour along the oxygen flow in the
three models at 0.4 V. In all three models, the pressure decreases gradually along the flow
direction. The pressure drop is drastic along the flow direction in the rectangular baffle
model, while the pressure drop of the optimized trapezoidal baffle model is moderate.

Pressure Pa

-122.14 1,182.83 2,487.81 3,792.78 5,097.76 6,402.73 7,707.71 9,012.68 10,317.66 11,622.63 12,927.61

(a)

= ——————————————— e e e
(b)

[ R — : e ——— e
(©)

Figure 9. Pressure distribution of air inflow channels. (a) The straight flow channel model; (b) the
rectangular baffle model; (c) the optimized trapezoidal baffle model.

Figure 10 is the oxygen concentration at the cathode GDL/CL interface in the three
models at 0.4 V. The distribution of the oxygen concentration in all three models is generally
similar and peaks at the inlet and gradually decreases along the channel. In the rectangular
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baffle model, the oxygen concentration at the position of the baffles is significantly higher
than in the adjacent area, while the adjacent area still has a higher concentration than the
straight flow channel model. This improved the oxygen concentration along the whole
channel and especially improved the reaction in the latter part of the channel. In the
optimized trapezoidal baffle model, the oxygen distribution was similar to that of the
rectangular baffle model, with a less significant increase around the baffle, which resulted
in better oxygen uniformity.

Molar Concentration of O2 kmol/m3

B 02 . e

0 1.27X1073° 2.54X1073 3.81X1073 5.08X107° 6.35X103 7.62X1073 8.89X1073 1.02X1072 1.14X102 1.27X1072
B— — L EEEEEEEEEEE—
(a)

[ pa— s = DD G- S— —— - |
(b)

e ———— @ & ¢
(©)

Figure 10. Oxygen concentration at the cathode GDL/CL interface. (a) The straight flow channel
model; (b) the rectangular baffle model; (c) the optimized trapezoidal baffle model.

The oxygen concentration in Figure 10 is statistically given in Figure 11. The straight
flow channel had the lowest concentration of the three, while the other two models had
periodically increased oxygen concentrations along the flow. The concentration variations
in the rectangular baffle model included higher and sharper oxygen concentration increases
near the baffles, which improved the chemical reaction at the GDL at the cost of sharper
pressure loss, as shown in Figure 9. The optimized trapezoidal baffle model had a relatively
gradual oxygen concentration increase, which improved oxygen uniformity along the
flow channel.

«— Straight flow channel model
% * Rectangular baffle model
1 +— Optimized trapezoidal baffle model

0.012

e 3]

0.010

0.008

0.006

0.004 -

Oxygen concentration (mol/nf)

0.002 -

0.000 L 1 L 1 L L
20 40 60 80 100 120 140

Length (mm)
Figure 11. Oxygen concentration at the cathode GDL/CL interface around the axis of symmetry.

Figure 12 shows the current flux density at the cathode GDL/CL interface in the
three models. In all three models, the current density at the oxygen flow channel outlet
was relatively low, since the oxygen concentration was low at the channel outlet due to
consumption along the channel. The hydrogen concentration was also low at its flow
channel outlet, which in turn resulted in the low current density at the oxygen flow channel
inlet. The current flux density near the ribs of bipolar plates was greater than that at the
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flow channel. This is because electrochemical reactions require a complete circuit, and
more negative charges accumulate near the bipolar plates than in the flow channel, making
it easier to react with protons that pass through the proton exchange membrane. The
central area with sufficient concentrations of both oxygen and hydrogen had a higher
current flux density. The current density of the rectangular baffle model was the highest,
with significantly higher current density near the baffles, caused by the high oxygen
concentration. The current density of the optimized trapezoidal baffle model was lower
than that of the rectangular baffle model, while compensating with better uniformity.

Current Density A/m?

2,02X104 241X104 2.79X10¢ 3.18X104 3.57X10¢ 3.96X10¢ 434X10* 4.73X10¢ 512X10¢ 551X10* 590X10¢

IS —
(a)

E— = e e
(b)

I — = — —
(0

Figure 12. Current flux density at the cathode GDL/CL interface. (a) The straight flow channel model;
(b) the rectangular baffle model; (c) the optimized trapezoidal baffle model.

Figure 13 shows the H,O concentration at the cathode GDL/CL interface in the
three models. The concentration of water molecules in the straight flow channel model
gradually increased along the flow direction, since water generated in the electrochemical
reaction gradually accumulated downstream. The other two models had a generally similar
distribution; the major difference between the two and the straight flow channel was the
higher HyO concentration downstream of the baffles. The reason for this concentration was
the high oxygen concentration and current flux density downstream of the baffles, which
resulted in increased water molecule generation. It was also observed that the optimized
trapezoidal baffle model had better uniformity in its HyO concentration compared with the
rectangular baffle model.

Molar Concentration of H20 kmol/m3
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Figure 13. H,O concentration at the cathode GDL/CL interface. (a) The straight flow channel model;
(b) the rectangular baffle model; (c) the optimized trapezoidal baffle model.

The H,O concentration in Figure 13 is statistically given in Figure 14. In the straight
flow channel, the H,O concentration in the first half was visibly higher than in the other
two models, while visibly lower in the second half. In the straight flow channel model,
the water discharging process was limited by the smooth oxygen flow, while in the other
two models, the baffle structure improved the process, so the molar concentration of water
in the first half of the straight flow channel was slightly higher than that of the other two
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models. This caused the difference in the first half. In the two models with baffles, on one
hand, due to the existence of the baffles, the oxygen concentration in the flow channel was
higher on average, which resulted in a larger amount of water generation; on the other
hand, the baffle structure improved the water discharging process within the flow channel,
which in turn discharged water from upstream to downstream. Therefore, in the second
half of the flow channel, the molar concentration of water in the other two models was
slightly higher.
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Length (mm)
Figure 14. Water concentration at the cathode GDL/CL interface around the axis of symmetry.

4. Discussion

Figures 15 and 16 show comparisons of the polarization curves and power density
curves of the straight flow channel model, the rectangular baffle model, and the trapezoidal
baffle model. As can be seen from the figures, the performance difference between the
three models was insignificant at higher voltage. However, at lower voltage with higher
current density, the performance of the rectangular baffle model visibly surpassed that of
the other two. The power density was 8.3% higher than in the straight flow channel model
at a voltage of 0.3 V. In the optimized trapezoidal baffle model, it was 4.0% higher than that
in the straight flow channel model.
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Figure 15. Polarization curves for three models.
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Figure 16. Power density curves for the three models.

The rectangular baffle model had obvious advantages in term of the polarization curve
and power density. However, it also caused more pressure loss, as shown in Figure 17.
When the current density was 4 A/cm?, the pressure drop of the straight flow channel
model was 1377 Pa, while the pressure drop of the rectangular baffle model was about
12,938 Pa, which was 938.9% that of the straight flow channel model. Although the pressure
drop of the optimized trapezoidal baffle model was also greater than that of the straight
flow channel model, the pressure drop of 4895 Pa was only 37.83% that of the rectangular
baffle model.
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Figure 17. Pressure drop of flow channels in three models.

Higher pressure losses accordingly require higher pumping power. In practice, the
limited pump efficiency will further increase the practical pump power requirement. The
net power output of the PEMFC after considering the pump power consumption is shown
in Figure 18. The comparison is based on voltages of 0.4 V and 0.6 V; the former yielded the
highest power density, and the latter was closer to the practical requirement of an on-road
PEMFC. At 0.4V, due to the large power density of the PEMFC and the limited change in
pump power, the influence of pump efficiency was relatively low. With pump efficiency
higher than 30%, the net power output of the rectangular baffle model was better than
that of the optimized trapezoidal baffle model. However, at 0.6 V, the advantage of the
trapezoidal baffle significantly increased; the model had a net power increase of 1.47%
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Net power density (W/em®)

compared to the rectangular baffle model at 50% pump efficiency and 3.94% at 30% pump
efficiency. Considering the pump efficiency in reality, the optimized trapezoidal baffle
model could improve the performance of the fuel cell better than the rectangular baffle
model and showed an oxygen distribution similar to that of the rectangular baffle model.

0.3
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Figure 18. Net power density with different pump efficiencies: (a) at 0.4 V; (b) at 0.6 V.

5. Conclusions

In this paper, a flow channel with a trapezoidal baffle was suggested, and geometric

parameters of the baffle were optimized based on CFD simulation, ANN, and single-
objective optimization methods, to improve the net power output of the PEMFC.

1.

A flow channel model with trapezoidal baffle was suggested, and a 3D and multi-
phase CFD model of the PEMFC was established. The ANN method was used to
train the surrogate model, and the single-objective optimization method was used to
optimize the geometric parameters of the trapezoidal baffle, and the CFD model and
the ANN model were verified, respectively.

The velocity, pressure, and oxygen distribution in the straight flow channel model,
rectangular baffle model, and the optimized trapezoidal baffle model were analyzed,
and the results showed that the optimized trapezoidal baffle model can effectively
improve the transport of oxygen towards the GDL. With voltage at 0.3 V, the power
density of the optimized model was 4.0% higher than that of the straight flow channel
model, and the pressure drop was only 37.83% that of the rectangular baffle model.
The optimized trapezoidal baffle model showed better performance than the straight
flow channel model and less pressure drop than the rectangular baffle model.

The PEMFC had its highest power output with a voltage of 0.4 V. The rectangular
baffle model with higher power density can achieve higher net power output than
the trapezoidal baffle model, even with relatively high pump power requirements.
However, for on-road PEMFC with 0.6 V voltage, the influence of pump power was
significant, and the optimized trapezoidal baffle model had a net power increase of
1.47% compared to the rectangular baffle model at 50% pump efficiency and 3.94%
at 30% pump efficiency. The performance of the optimized trapezoidal baffle model
surpassed that of the other two models in practical application.
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