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potential for high dimensional problems. Nevertheless, due the presence of small
scales, the vanilla PINNs can be extremely unstable for solving multiscale steady transfer
equations. In this paper, we propose a new formulation of the loss based on the
macro-micro decomposition. We prove that, the new loss function is uniformly stable
with respect to the small Knudsen number in the sense that the L-error of the neural
network solution is uniformly controlled by the loss. When the boundary condition is
an-isotropic, a boundary layer emerges in the diffusion limit and therefore brings an
additional difficulty in training the neural network. To resolve this issue, we include a
boundary layer corrector that carries over the sharp transition part of the solution and
leaves the rest easy to be approximated. The effectiveness of the new methodology is
demonstrated in extensive numerical examples.
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1 Introduction

Developing efficient and robust numerical scheme for multiscale kinetic equation has
always been a challenging yet important subject of research, and has attracted a lot of
attention in the past decade. The main difficulty comes from the stiffness raised by multiple
scales of the equation, which generically requires fine spatial mesh grid and short time
step to guarantee both accuracy and stability. A large number of numerical schemes has
been devoted to relaxing such a requirement, in the traditional grid-based framework,
including the finite difference method, finite volume method, discrete Galerkin method,
and etc [5,12,22]. Recently, deep learning method has emerged as a competitive mesh-
free method for solving partial differential equations (PDEs). The idea is to represent
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solutions of PDEs by (deep) neural networks to take advantage of the rich expressiveness
of neural networks representation. The parameters of neural networks are chosen by
training or optimizing some loss functions associated with the PDE. It is advantageous of
being intuitive and easy to execute, and also offers an innovational approach for solving
high dimensional problems.

Many deep learning methods, based on optimizing different loss functions, have been
developed for solving PDEs. To the best of our knowledge, the first neural network method
PDE solver dates back to [18] and builds on minimizing the L?-residual of the PDE and
that of the boundary/initial conditions. The now-days popular physical informed neural
network (PINN) [32] and deep Galerkin method (DGM) [34] fail into the same residual
minimization framework. Another method called Deep Ritz Method [39] is designed to
solve some PDE problems with variational structures by exploiting the Ritz formulation
of PDEs. The deep BSDE method [10] was developed for solving some parabolic PDEs
based on the stochastic representation of the solutions. For discussions of other machine
learning methods for PDEs, we refer the interested reader to the excellent review article
[9].

Recently, several works [4,11,26] proposed neural network methods for solving kinetic
equations by employing the framework of PINNs. However, the error bounds proved
in those works for vanilla PINNs deteriorate in the diffusive regime where the Knudsen
number is small. More specifically, the stability estimates proved for the vanilla PINN
loss functions blow up as the Knudsen number tends to zero. The purpose of the present
paper is to build a new loss function which satisfies a stability estimate that is uniform
with respect to the Knudsen number in the diffusive regime. Consider the steady radiative
transfer equation (RTE), which takes the following general form:

ev - Vif (%, v) = 05(x) Lf (%, v) — 20,(x)f + £2G(x), (%, v) € 2 := Q, x §971
fxv)=o¢xv),xv)el_.

Here f (¢, #, v) is the distribution of particles at time ¢ and location & with velocity v, G(x)

"(1.1)

is source function and T'_ := {(x,v) € 3Q, x S| v-n, < 0} is the inflow boundary.
Assume that 2, is bounded and Lipschitz on R?. We also assume that the inflow boundary
value ¢(x, v) € L2(I'_). The parameter ¢ > 0, often termed as Knudsen number, is a
dimensionless parameter that governs the regime of the equation. In particular, ¢ ~ O(1)
refers to kinetic regime, and ¢ <« 1 corresponds to the diffusive regime. The scattering

operator L is defined by
1 / / /
Lf = W /54—1 K, vV)(f(v') = f(v)dv/,

where K : §471 x §$971 SR is a nonnegative kernel. The functions o; and o, are the
scattering coefficient and absorption coefficient respectively. In addition, we assume the
following assumption is valid.

Assumption 1 There exist positive constants o, and omax such that
0 < Omin < Gs(x) < Omaxand 0 < Ua(x) < Omax-

Throughout the paper, we also make the following assumption on the scattering opera-
tor £, which will play an essential role in obtaining a stability estimate for our new PINN
loss function.
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Assumption 2 The scattering operator L satisfies

1) (Lf):= ﬁ fga-1 Lfdv = 0 for any f(v) € L2(§771);

2) the null space of Lis N (L) = {f = (f)};

3) L is non-positive self-adjoint in L2(§%~1), and moreover, (fEf) < —c {fz) for every
f € NY(L) and some constant ¢ > 0;

4) £ admits a pseudo-inverse from N (L) to N1(L).

5) There exists Cx > 0 such that || Lf1;2(q) < CkIIf | 12()-

Under Assumptions 1 and 2, it is well-known that RTE (1.1) is well-posedness as shown
in the theorem below. To state the theorem, let us first define the function space X by
setting

X:={f e L2(Q) [v- Vaf € LX(Q)).

Theorem 1 Suppose that Assumptions 1 and 2 hold. There exists a unique solution f to
(1.1) such that f € X and

If 2 + 1V - Vaflliz) < CUN 2wy + G200

where the constant C depends on 0,4, 05, Q2 and ¢.

Proof Thanks to [6, Theorem 1.1], problem (1.1) has a unique solution in L?(£2). More-

over,

If 2y = CUl@ll2ryy + 1Gl2(,))-

Notice that the stability bound in [6, Theorem 1.1] is slightly stronger than the one stated
above since the L2-bound there is weighted against £(x, v), which is the length of line
segment through x in direction v completely contained in €. The gradient bound on
[|v - Vaf || follows directly by taking L?-norm on both sides of (1.1) and the estimate above.

O

In the diffusive regime (¢ « 1), problem (1.1) is well approximated by the elliptic
equation:

1
(v 5ee 7t (5w um) ) = —0um +.G, il =69,
S

where £ is obtained through the boundary layer analysis [1]. In many applied problems,
the magnitude of € can vary significantly across different regions; in this case it is desirable
to have a solver that can deal with both kinetic (¢ ~ O(1)) and diffusion (¢ < 1) regimes.
Methods that fulfill this task fall into two categories, the domain-decomposition method
[7,23] and the asymptotic preserving method [3,14,15,21,24,31,35,36]. The former one
solves different equations in different regimes and constructs an interface condition to
connect them, whereas the latter seeks a unified solver that works in both regimes and
therefore avoids the complication in identifying the interface location and designing inter-
face condition. For time dependent RTE, there has been a vast literature on developing
asymptotic preserving methods [14], with the focus on resolving the stability issue by way
of an implicit-explicit time discretization.

For stationary problems, on the other hand, specific challenge arises due to the presence
of boundary layer. In general, generic numerical method may induce a numerical boundary



45 Page4of29 Lu et al. Res Math Sci (2022) 9:45

100,

1 100/ —e— empirical loss
10714 —— relative L? error
10—2,
10734 —e— empirical loss
10-4] —— relative L2 error
Iq}|i L {18
105] AR ..!hi
"i\l
i ‘
107°4 “ i Wik
1077
0 10000 20000 30000 40000 50000 0 2500 5000 7500 10000 12500 15000
iteration iteration

Fig.1 Comparison of results solving (3.3) with e = 1073, Left is obtained with vanilla loss and right is with
loss from macro-micro decomposition

condition in the zero ¢ limit that does not match the theoretical boundary condition, and
then introduces errors not only on the boundary but also inside the computational domain.
To this end, several efforts have been made to incorporate part of the boundary layer
information into the scheme. For instance, Klar [17] constructed a boundary condition
for the diffusion equation by approximating a Milne problem. Han, Tang and Ying [8]
developed a tailored finite volume scheme that is uniform accurate up to boundary by
freezing the coefficient in each cell and use special solutions to the constant coefficient
equation as local basis functions. Lemou and Mehats [20] proposed a new macro-micro
decomposition by choosing the macro part such that its incoming velocity moments
coincide with that of the distribution function, and therefore directly injected the exact
boundary condition into the macro-micro system. When the collision kernel K isisotropic,
boundary layer can also be resolved by the Chandrasekhar H-function [14,29,40]. For
general collision kernel, Li, Lu and Sun [23] have proposed a half space solver, which then
leads to an interface condition to connect different regimes.

The primary goal in this paper is to develop a neural network method that is uniformly
stable and accurate for solving (1.1) in both the kinetic (¢ ~ 1) and the diffusive regimes
(¢ <« 1). It is important to emphasize that the vanilla PINN is not able to resolve the
solution when ¢ « 1. In fact, one can construct examples where the neural network
solution differs much from the exact solution whereas the vanilla PINN loss is small; see
Sect. 3.1 for such an example. To overcome the instability issue, we propose a new loss
function to train the neural network using the idea of macro-micro decomposition that
underlies many asymptotic preserving methods. We shall show later that under some
assumptions the new loss satisfies a uniform stability estimate. As a illustration, let us
compare in Fig. 1 the errors of solutions computed using two loss functions for the toy
example in Sect. 3.1 (see Eq. (3.3)). One sees that if the vanila PINN loss is used the relative
L?-error remains O(1) even when the (empirical) PINN loss already decreases to below
10~7. Whereas our new PINN loss yields that the relative L2-error decreases along with
the decreasing empirical loss.

Another issue—the boundary layer arises when the boundary data ¢ is variant in the v-
direction. Its presence can significantly slow down the training of neural networks. To deal
with this issue, we construct a boundary layer corrector that mitigates the sharp transition
in the solution and therefore eases the training process significantly. In comparison with
the recent work in the same vein [19,26], our contributions are highlighted as follows:
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+ We design a new least-square-type loss function based on the idea of macro-micro
decomposition of (1.1) and prove that the new loss satisfies a stability estimate that is
uniform with respect to small Knudsen number.

+ When boundary layer is present in (1.1), we modify the macro-micro decomposition
by incorporating a boundary layer corrector that can capture the sharp transition of
the solution near the boundary.

+ We demonstrate the accuracy and robustness of the proposed methodologies in a

wide range of numerical experiments.

Parallel to our work here, we would like to mention a recent manuscript [13] that
considers the time dependent case; it shares similar ideas of macro-micro decomposition,
but with many details differently.

The rest of the paper is organized as follows. In the Sect. 2, we recall a formal derivation
of the diffusion limit of (1.1) and summarize the half space problem for boundary layer in
multiple dimensions. In Sect. 3, we first discuss the pitfalls of the vanilla PINN loss and
then introduce new loss functions based on the macro-micro decomposition (with and
without boundary layer corrector). Theoretical stability estimates of the new loss function
are proved in Sect. 4. Finally, we illustrate the accuracy and efficiency of our method by
presenting several numerical examples in Sect. 5.

2 The diffusion approximation for the radiative transfer equation

In this section, we collect some preliminary information regarding the diffusion approxi-
mation of the radiative transfer equation, both inside the domain and near the boundary.
In particular, we have the following theorem.

Theorem 2 Suppose f solves (1.1). Then as ¢ — 0, f(x, v) converges to po(v), which solves

1
<V : Vxﬁil (;V : pr0>> = —0a00+ G, ,00|3Q ={(). (2.1)

s

Here ¢ (x) at any point xp, € 0,2 is determined by
¢(xp) = lim fpr(z v;xp),
Z—> 00
where fp1(z, v; xp) solves the half space problem:
(—v - np)oyfpr = L(far), fr(0,v) = p(xp,v), v-m, <O. (2.2)

Proof Here we provide a formal derivation. Rigorous proof can be found in [1]. Away
from the boundary, consider the Hilbert expansion of f (x, v):

fxv)=folxv)+efilx,v) +ehalx,v) + - - -

which inserting into (1.1) leads to the following equations with like powers:

o1): L) =0, (2.3)
O(e) : v - Vifo = oLh, (2.4)
O@E?: v -Vofi =0,Lfr—oafo +G. (2.5)

First (2.3) implies fy(x, v) = (fo) := po(x). From (2.4), according to the property of £, since
v Vepo € N(L)*, we can write fi = L7 (Uisv . pr()). Then plugging this relation to
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(2.5) and taking average in v, one can show that pg satisfies the elliptic equation in (2.1).
Consequently, we obtain that f converges to pg as ¢ — 0, with pg solving (2.1).

In general, the boundary condition for py is different from f due to the presence of
boundary layer. Therefore, we need to conduct the matched asymptotic boundary layer
analysis to obtain the correct boundary data for pg. Our derivation follows [2], see also
[16,17]. For a given point x on the boundary, i.e., x5 € 92y, let np, be the outer normal
direction at xp, then we define locally a stretching variable z = z(x;x3) € [0, 00) in a way
such that

d
osx)W - -npd, = —cv-V,, d, = e (2.6)

For instance, when oy is independent of x, z = w; when d = 1, at the left boundary
X=Xx[,2= % f;L os(t)dt. It is obvious that when # = x5, z = 0; when « is away from «xp,
z — oo as ¢ — 0. Then along z direction, (1.1) reads, in the leading order of ¢,

(=v - mp)of = L(f),
fO,v) =¢xp,v), v-n, <O0.

The well-posedness of the above problem can be found in [7]. In particular, if ¢(xp, v) €
L2(S;b, |v - npldv), where S, = {v € S v .-m < 0}, (2.2) has a unique solution in
LOO(R+;L2(S;b, |v - mp|dv)). In addition, denote its solution as fz; (z, v; ), then it can be
shown that

foL(z v;xp) = for (xp), asz— oo, (2.7)

where fz7 () is a function independent of v, which gives the condition for pg at xp, i.e.,
¢(xp) = fz (xp). The same procedure can be carried out at each point on the boundary
99, and we therefore obtain the boundary condition ¢ [¢] for po. O

Note that, when the collision kernel is isotropic, i.e., K(v,v') = 1, there is an explicit
relationship between fg7’(x5) and ¢(xp, v), through the Chandrasekhar’s H-function, see
Sect. 2 (for dimension one) and Appendix B (for multi dimension) in [7].

Additionally, when the boundary condition is independent of v, that is, ¢(x, v) = ¢(x),
x € 02, then there is no boundary layer and hence ¢(x) = ¢(x). This is seen from the
fact that fp1.(z, v; xp) = ¢(xp) is a solution to (2.2).

3 Approximation by physics informed neural networks (PINNs)

We aim to approximate the solution of (1.1) with functions that are parameterized by
neural networks. Denote f""(0; x, v) the neural network function where 6 represents the
set of neural network parameters including weights and biases in the neurons. In the
framework of PINNSs and other neural network-based approaches, one seeks the approxi-
mation f""(0; x, v) by minimizing a loss function that is defined by the PDE problem. The
vanilla PINN (population) loss is defined as the sum of the L2-misfit of the PDE and that
of the boundary values:

Eolf) = / ‘av Vuf (&, ) — o5(x) Lf (%, v) + 20, (x)f — £2G(x) dx dv
Q

+./11 If — ¢>dxdv. (3.1)
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In practice, we need to approximate the integrations above and this leads to the definition
of the empirical PINN loss:

Ny Ny
EN(f) = ev - Viaf (], v}) — o5 () Lf (], v}) + &% 04 (x] )f (], V)
i=1 j=1
Nt (3.2)
— 26| wh DD @ v)) — ¢l v Pw)
m=1n=1

N NI N? N? S

Here {x P {v i) _, and {w Y2 and {x }m 1 {vfl}n;1 and {wf’}/:"1 are the interior and
boundary quadrature points and weights, respectively. See concrete choices of quadrature
points and weights in Sect. 5. Then a neural network approximation f*(6; «, v) is obtained

by solving the minimization problem:

mlné’0 (f"(6; x, v)).

3.1 Pitfall of vanilla PINN with small &

In this section, we would like to point out one pitfall of vanilla PINN loss (3.1) (or (3.2)) in
the case where the Knudsen number ¢ is small; this is illustrated in the following simple
example. Consider the one dimensional boundary value problem:

evoyf =(f) —f —ev x€[01],ve[-11],

fOv>0=1 f(Lv<0)=0,
whose analytic solution is given by f*(x, v) = 1 — «. Its vanilla PINN loss takes the form

Ef) = llevdaf —{f)+f + evilfaigy + IF 0 ) = Lo oy + I (L 2y - (B4)

Then it is obvious that when ¢ < 1, any v-independent function f that satisfies the
boundary condition, such as f(x,v) = (1 — x)?, and (1 — x)3 leads to £(f) = O(&?).
However, for those f we have ||f — f*[|;2(q) = O(1). This shows that the vanilla PINN
loss does not provide a good error indicator for the kinetic equation (1.1) when ¢ is small.

(3.3)

Consequently, training neural networks with the vanilla PINN loss can potentially lead
to inaccurate estimation of the solution; see Fig. 2. Here we use a fully connected neural
network with 4 hidden layers and 50 neurons within each hidden layer. In computing
(3.2), the parameters are chosen as th = 60, N = 80 and N = 60. In fact, when ¢ =1,
as shown in Fig. 2, PINN is able to give an accurate approximation to the analytic solution.
However, when & = 1073, we observed in Fig. 2 that even the empirical loss decreases to
as small as 108, the prediction is far away from the analytic solution. This observation
motivates us to consider the macro-micro decomposition technique, which has become
a standard numerical technique in solving multiscale problems.

3.2 PINN based on macro-micro decomposition
In order to resolve the issue mentioned in the last section, we propose a new loss function
based on a macro-micro decomposition. Write

f=px)+egxv), withp= {f), (g) =0, (3.5)
then (1.1) can be decomposed into
(v Vig)=—0a0 + G,
v Va(p+eg) — e(v- Vag) = 0,Lg — c%0ug (3.6)
ptegl. =9¢.
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column is the error versus iterations with Adam optimizer
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Fig.2 Computation of (3.3) with vanilla loss (3.4). The top row is for e = 1 and bottom row is for ¢ = 0.001.
Left column is the predicted f(x, v) from neural network, middle column is the analytic solution, and the right

Instead of (3.1), we propose the following loss function:
E(f) =E(p, Q)
— 2 2 2
= (v Vag) + 020 =Gl + 1{g) 1 2y + 10 + €8 = DIz
+ v Vilo +£g) — e (v - Vag)—o0sLg + SZGag—SGH%Z(Q)'
Now let us revisit the example (3.3). Applying the decomposition (3.6) leads to
(Vaxg) = O;
vix(p +eg) = —g —v,
p0) +eg(0,v>0)=1, p(1) +eg(LLv <0) =0,

which gives the following loss function

EF) = 11 (v3xg) 72 + 1V3x(p + £8) + & + VI T2

1 0
+ / (p(0) + £¢(0, v) — 1)°dv + / (p(1) + £¢(1, v))dv.
0 —1

(3.8)

(3.9)

Note that we have eliminated the term || (g) ||i2 (@ 3 (g) = 0 is guaranteed by the second

equation in (3.8). With the new loss function (3.9), we get a good approximation to the

analytic solution for ¢ = 1073, see Fig. 3.

3.3 Boundary layer corrector

The example (3.3) we have mentioned thus far is with homogeneous in v boundary con-

dition, and the PINN loss (3.7) works just fine. However, when boundary value ¢ depends

on v, the boundary layer will arise, which brings in additional challenge as one needs to

approximate a fast varying function.
We illustrate this difficulty through an example. Consider

evinf = (f) — £
f(O,v>0)=5sin(v), f(Lv<0)=0

(3.10)
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Fig.3 Computation of (3.3) with new loss (3.9) for ¢ = 1073. The left figure is the predicted f(x, v) from neural
network, the middle is the analytic solution, and the right is the error versus iterations with Adam optimizer
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Fig.4 Reference solution of (3.10) computed by a finite difference method with nonuniform mesh
with & = 1073, Its macro-micro decomposition has the form
(voxg) =0,
vix(p +£2) = —g, (3.11)

p(0) +eg(0,v > 0) = 5sin(v), p(1) +eg(l,v <0)=0.

On the left boundary at x = 0, one sees that, p(0) takes a value independent of v, and
leaves £g(0, v > 0) of O(1) magnitude, and therefore g(0, v > 0) is of O(1/¢) magnitude.
However, inside the domain, g is of order O(1) according to the second equation in (3.11),
thus a sharp transition on g at the left boundary is expected (Fig. 4).

To see how such a sharp transition affects the neural network approximation, we now
apply the loss function (3.7) to (3.11) to get

E) = 1l (vdxg) 72 + 1V3x(p + £0) +£l72 g

1 0
+ Buo /0 (p(0) + £g(0, V) — 55in(v))’dv + By / (p(1) + egl1, ),
(3.12)

and collect the results in Fig. 5 with By,0 = By,1 = 1. As displayed, the empirical loss
remains large even after 50,000 iterations, and the f prediction is still far off the reference
solution, which is plotted in Fig. 4 with finite difference method on a non-uniform mesh.

We noticed that, the dominated loss that hinders the convergence is the boundary loss in
(3.12), due to the presence of boundary layer, which is intrinsically harder to approximate.
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Fig.5 Computation of (3.10) with (3.12) and By,0 = By,1 = 1fore = 1073, Here we use a fully connected

neural network with 4 hidden layers and 50 neurons within each hidden layer, and /\lé7 =60, N, = 80 and
N;, = 60 in computing the empirical loss. The left is the empirical loss versus iteration, and right is the
prediction of f(x, v)

empirical loss empirical loss
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4x103
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0 10000 20000 30000 40000 50000 0 10000 20000 30000 40000 50000
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Fig.6 Computation of (3.10) with ¢ = 1073, using neural network approximation with 4 hidden layers and
50 neurons within each hidden layer. Left: using the loss function (3.12) with B,,0 = 103 and By =1.And
/\/5 = 60, Nj, = 80 and N, = 60 in computing the empirical loss. Right: using the loss function (3.12) with
Bw,0 = By,1 = 1.And /\l‘v’ =60, N}, =150in(0,&), N, = 50in (¢, 1) and N, = 60 in computing the empirical
loss

Therefore, we tried to put more emphasize on the boundary term by increasing the
weight By, from 1 to 1/& = 103, but the result is unfortunately barely improved, see the
left plot of Fig. 6. A more sophisticated dynamics re-weighting [37,38] might improve
the performance, but adjusting the weight appropriately seems to be very artificial and
nontrivial. Another typical way of dealing with functions with sharp transition is to use
non-uniform mesh and put more points near the fast transition region. This technique
works well for grid based method, but not for our case. In fact, we have tried to assign 150
uniform points inside the boundary layer [0, ¢] (from the reference solution, we observe
that the thickness of the boundary layer is ¢ in this example) and 50 points in the rest of
the domain (g, 1], but the result is still unsatisfactory, see the right plot of Fig. 6.

Therefore, we propose a new decomposition that includes a boundary layer corrector.
In particular, we decompose f as

fxv) = p@) +egxv) +T(xv), with (g)=0, plx) ={f(xv)—Txv)).

Compared to (3.5), the main difference lies in the boundary layer corrector I"(x, v), which
is obtained by solving the half space problem. More precisely, consider a change of variable
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W,
WY (x):x € Q C RY > (z xp), z € [0,00), xp € 0%,

where z is chosen according to (2.6), and thus W, depends on ¢. For instance, when e — 0
and & ¢ 9y, z = 00. Let fz1.(z, #p, v) be the solution to (2.2), then I'(#, v) is obtained by

Cx, v) = fer(We(x), v) — fBr(We—o(x), V).

Consequently, I' carries over the sharp transition part of f, and leaves the remaining p
and g smooth and easily approximated by neural networks. In particular, p and g solve
(v-Vag)+ § (v-Val) = —0u(p + (T) + G,
V- Ve(p+T +eg) — e (v Vag) — (v- VyI)
=osLg+ ZLT — e20,g — e0,(I — ('),
,?H—l"—|—£g|11 =¢.

(3.13)

In practice, ¥, has an explicit form for domains with special geometry. Below we list
special cases both in 1D and 2D domain.

3.3.1 T(x,v)in1D

Consider (1.1) in one dimensional domain with x € [0, 1] and v € [—1, 1]:
evief = as(x)L(f) — 2o, (x)f + £2G(x),
f(0:V>0):¢L(V)) f(lJv<0)=0‘

Without loss of generality, we only let boundary layer appears on the left, as the one

(3.14)

on the right shall be treated in exactly the same way. Define the stretch variable z =
% o os(s)ds € [0, 00) and let f3; (2, v) solves

v faL(z v) = L(fpL),
fBL(OJ V) = ¢)L(V), Ve (0: 1]

Then T is obtained via
1 X
(% v) =fBL (g / os(s)ds, V) — f50> (3.16)
0

where f7 = limy_, o0 fp1 (%, V).
In practice, we cannot solve (3.15) on an infinite domain. Instead, according to the

(3.15)

Lemma 2.1 in [7], fp (%, v) converges to the f5 exponentially fast, it’s sufficient to pick a
large enough number Z and enforce (3.15) on [0, Z] x [—1, 1]. Additionally, we impose
the following condition

(vfor(z ) =0, ze€l0,Z]. (3.17)

Indeed, taking average of (3.15), one gets 9, <VfBL> = 0, which implies that (1{]‘31_) is a
constant. Noting from (2.7), fg;’ is independent of v, hence (vaL(oo, v)) = 0. Therefore
(3.17) generally holds. In sum, we utilize the following loss function to obtain the solution
to (3.15):

EWfsr) = Vdafor(z v) = LYBL 1 oy + I {Wfor) 172, + IO, V) = dr W32y
where Q :=[0,Z] x [-1,1] and '_ = (0, 1].
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Note that since f5; is a constant and fp; solves (3.15), I' obtained from (3.16) should
satisfy

v I = o5(x)L(T),
and therefore the (p, g) system (3.13) simplifies to
(v Vag) = —0u(p + (D) + G,
v Vi(p+eg)—c¢ <v . ng> = 0,Lg — e20,g — ea, (T — (")), (3.18)
p+T+egl =¢.

3.3.2 I'(x, v) in 2D square domain

As a second example, we consider a two dimensional square domain with ¥ = (x,y) €
[—1,1]%, v = (cosa, sina), a € [0, 277]. We assume that only the boundary x = —1 has a
boundary layer and choose o5(x) = 1, then the boundary value problem reads:

ev - Vaf = L(f) — e°0,)f + £*G(x),
f(=Lya)=¢r(pa), a €[0,7/2]U[37/2 2x],
f(Ly,a)=0, a € [7/231/2],

fx,—La)=0, ¢ €[0,7],

fx1la)=0 o€ [r,27],

where L(f) = (f ) — f with (f > = % 02” fdo. In this case, we define the stretch variable z

as
x+1
z =
€
and solve f31(z ¥, &) from

cos ad.fpr = L(fpr),
/L0, 3, 0) = ¢1(y, ), cosax > 0.

Then the boundary layer corrector can be obtained as
x+1
F(x;y; a) szL( e ’y’ Ol) _fBOfO/)’
wherefBoLo()/) = limx%oofBL(xt Y C().
As in the previous case, we do not solve (3.19) on infinite domain. Instead, we impose

>

(3.19)

the zero flux condition

1 2
<cos afpL(z y, (x)) =5 / cosafpr(z ¥, a)da = 0.
0

To implement, we place N, grid points on y and denote them by y;, j = 1,---, N;,. Then
for each fixed y;, we use the following loss function to obtain f3; (z Yjs a):

EfBL( yj +) =l cos adyfpr (- yj ) — L{fBL( y)y '))Iliz(m
+ Il {cosafr (3 @) 172,y + 160,35 ) = L0 Mo
where Q := Q, x [0,27] = [0, Z] x [0, 27r] and '~ = [0, 7 /2] U[37 /2, 27]. Consequently,
since € cosad,I" = L(I"), (3.13) in 2D is simplified to
(v Vig) + L{sinad,I) = —0u(p + (1) + G,
V- Vi(p +eg)+sinadyl = Lg —s0,(p+eg+T)+eG,
p+T +egl. =¢.
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3.4 Algorithm

In this section, we include implementation details of our algorithm. For expository sim-
plicity, we will describe it for one dimensional case, i.e., (3.14). The generalization to two
dimensions is straightforward.

The first step is to obtain a neural network approximation f37"(0; z, v) to the half space
problem (3.15). To this end, we first generate the training set. For residual loss, given a
sufficiently large number Z, assign N uniform grid pointsonz € [0, Z),i.e.z] = (i—1)Az
with Az = Z/N]. Since the physical dimension of v is at most two, to numerically eval-
uate the integration we choose N Gaussian quadrature points, which requires relatively
smaller number of points and provide better accuracy than the uniform grld points and
the randomly sample pomts Denoted the Gaussian quadrature points as {v] }] Vl, with cor-

responding weights {wj’ } i For boundary loss function, we randomly sample N velocity

. NP o .
points and denote them as {V;7 }/.=Vl. Then the empirical loss function becomes

B"L"(e)_ZZ(a !(052], v)) — Lfg1 6:2], VD) *w] Az

i=1 j=1

Y WO )P A+ Z(fg”(e 0,v)) = gL(v)))’.

i=1 j=1
Here the second term on the right hand side corresponds to the condition (3.17). Mini-
mizing over 6 of Sé\i 1 (0)), one gets
6, = arg min EN (fam6)), (3.20)
and thus obtains f37’(0;;z v). Here we summarize the procedure of training the neural

network in Algorithm 1.

Algorithm 1: Algorithm for (3.20)

1 Input: Training set {z] }?El, {v;" ﬁl, {w i e {vb } Vl, neural network parameters:
number of hidden layer 7;, number of neurons in each layer #, and activation
function; two max iteration numbers L1, Lnaxo-

2 Output: 9,

3 Initialize neural network;

4Setk1 =0,kpb =0

5 while k1 < 1,41 and 5113\2(0/(1) < 81 do

6 ‘ Update 6%1 by applying Adam to problem (3.20), k; = ki + 1;

7 end

8 Let %2=0 = chi ;

9 while ky < 1,440 and Vgé'é‘i(@’”) < 8y do

10 ‘ Update 6% by applying LBEGS to problem (3.20), ko = ko + 1 ;
11 end
12 0, = gk

After this, we denote 57 ~ f}/'(6; Z, 0) as it is homogeneous in v and extend the function
value of f57"(6«; 2, v) as

S 6s2v),0<z<Z,

nn
31 (Os52,v) =
’ S50 z>2Z,

45
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and compute the boundary layer corrector as follows:
x
) =f31 O 2 v) = fi1

To proceed, we solve the following macro-micro system, which is tailored from (3.18)
to adapt the specific boundary condition here

(voxg) = —0ap — 04 (I') + G,

voy(p + &g) = 05L(g) — e0a(p +eg +T') + &G,
P0) +¢eg(0,v>0)+T(0,v>0)=¢r(v),

p(1) +eg(l,v<0)+T(Lv<0)=0.

As before, we first generate the training set, which consists of uniform grids in x and
Gaussian quadrature point in v for residual loss, and random sample points in v for
boundary loss. Once the empirical loss function is formed, applying the same optimization
procedure, we obtain the predicted solution " and g"".

4 Theoretical analysis

We hereby provide a theoretical justification of our neural network formulation. In par-
ticular, we intend to show that the L? error of the predicted solution by neural network
is uniformly bounded by the loss function. Let us first state a theorem that justifies the
well-posedness of the (p, g)-system (3.6).

Theorem 3 Let Assumptions 1 and 2 hold. Then the system (3.6) has a unique solution
(0, g) € X x X with (g) = 0.

Proof The existence of (p, g) € X x X follows from Theorem 1. Indeed, let f € X be the
unique solution of (1.1). Then by construction, the pair (p, g) := ((f),f — (f)) eEXxX
solves (3.6) with (g) = 0. Moreover, the uniqueness follows by tracking the proof of Lemma
1 (see the bound (4.7)). O

Next we proceed to show that our new (population) loss function £(f) defined in (3.7)
satisfies a stability estimate, namely the L?-error between the neural networks solution
f and the exact solution f* can be bounded above by £(f). Let (p*, g*) € X x X be the
solution to the macro-micro system (3.6) and f* = p* + eg™ be the exact solution to (1.1).
Let (p, g) € X x X be a neural network approximation to (p*, g*) and let f = p + eg.

The the main theoretical result is as follows.

Theorem 4 Let (p, g) € X x X. Then there exists a constant C; > 0such thatlim, o C; <
00 and that
Ce

_f* 2 J—
where E(f) is defined in (3.7). If in addition ¢ = ¢p(x) € H> (092) and p € HY(Qy), then
I =f*172) < CeE(), (4.2)

where again Cy satisfies that lim, o Ce < o0.

Remark 1 The estimate (4.2) of Theorem 4 shows that if the boundary data ¢ € H 3 (024)
and the approximate solution p € H1(S2,), then the L2-error between f and f* can be
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bounded by the loss £(f) uniformly in the regime where ¢ is small. It is worth to comment
on the role of the above stability estimate in the numerical analysis of neural network
methods for solving PDEs. In fact, from a practical perspective, an approximate solution
is parameterized by neural networks ng and is obtained by minimizing the empirical
loss EN (™) (instead of £(f"")) with respect to the neural network parameters 6. Thanks
to the well-established generalization theory of statistical learning [33], the difference
between the population loss &£ (}’9N ) and the empirical loss £V (feN ) (also known as the
generalization gap) can be made arbitrarily small as both the number of quadrature points
and the complexity of the neural network increase to infinity. As a result, the population
loss £ (feN ), and equivalently the L%-error |f —f*|| 12(g) (thanks to Theorem 4), can be made
small through minimizing the empirical loss N (£N) via training. In another word, the
stability bounds enable us to transfer the bound on trainable loss function to the solution.
In the present paper, we only focus on the stability estimate and leave the complete
generalization error analysis to the interested readers; such generalization analysis for
neural networks has been carried out in the context of PDEs, see e.g. [27,28,30].

Proof of Theorem 4 Let us define p = p — p*, g = g — g* and f = f — f*. Then it is easy
to verify that (p, &) solves the boundary value problems
(v . ngf) +oup =11 in €,
V- Vi(p+eg)—e (v . ng) —oLg + 820q§ =1y in @,
p+eg=r3 onl_.

Then f satisfies that

gV - fo = as(x)ﬁf(x, V) — 820‘4]; + &2r1(x) + era(, v) on 2,

f =73 onl'_.
Observe that by definition (r;) = 20, (g). Then an application of Lemma 1 with = r, —
(ry)and & = ri+e 1{r) = rn+eoy, (g), the estimate (4.1) follows from (4.4). Furthermore,
ifp =) e H%(E)Qx) and p € H'(Q), then on I'_ one has f(x) = p(x) — ¢ (x) + eg(x, x)

with p(x) — ¢(x) € H %(8 2,). Therefore applying the estimate (4.5) of Lemma 1 leads to
(4.2). O

Lemma 1 Letf € H(RQ) solve the problem

ev - Vof(x,v) = 0. Lf (x,v) — 82%]’ + &26(x) + en(x, v) on L,

(4.3)
fxv)=¢xv) onl_,

where & € L*(Q), n € L*(Q) with (n) = 0 and ¢ € L>(U'_). Then there exists a constant
C; > Odepending on ¢, 04, 05, Cx such that lim o C; < 00 and that

172y < CellEN2 g, + Inl72q) + & 1172 )- (4.4)
Ifin addition ¢ = {1(x) + €{a(x, v) where {1 € H%(Z)Qx) and ¢y € L*(T'_), then

172y < CellENG2 g, + Inl72g) + ||¢1||j{%(m . elelfar)- (4.5)

X

In particular, the stability constants in (4.5) are uniformly bounded in ¢ as ¢ |, 0.
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Proof Let us first prove the estimate (4.4). Multiplying (4.3) with f and the integrating on
2 leads to

8/ (v,0) - nf*ds — / osLff dx dv + 82/ ooftdxdv = 82/ Efdxdv
0 Q Q Q
+& / nfdx dv. (4.6)
Q
Notice from the definition of I'_ that

1,0)-n— —|(v,0)-n| onl_,
, [(v,0) - n| only.

Therefore we have from (4.6) that

8/ |(v,0)'n[f2ds—/ Usﬁﬁdxdv—i—sz/ oaftdxdv
r. Q Q
28/ |(V,0)~n[f2ds+82/ Efdxdv—l—e/ nfdx dv.
r- Q Q

Thanks to part (3) of Assumption (2), the positivity of o and the non-negativity of o, we
have from above that

Cominllf — (f) ||%2(Q) + 82/ ondxdv < 8/ [(v,0) - n[fzds + szf Efdxdv
Q r_ Q

+e / nfdx dv. (4.7)
Q
Now let us write f(x, v) = p(x) + eg(x, v) with p = (f) and g = %(f — (f)) Then (p, g)
satisfy
(v . ng) =—ou0 +§& on €,
v-Vi(p+eg)—c¢ (v . ng) —oLg = azaag + 1 on £, (4.8)

pteg=¢ onl_.

By the assumption that (1) = 0, one has

/Q nfdxdv =¢ /Q ngdx dv. (4.9)

It follows from (4.7), (4.9) and Young’s inequality that for « > 0,

1
cominlg ey + [ o dy = 2 [ 1,0)-mfds

IE172q + 17
) 2(Q)

2
i +Ol|lf||Lz(Q)
+arllgl 2 gy
In particular, for any o« < “5in, we have

COmin

1
2 2 2
5 IIglle(Q)Jr/Qo@f dxdv < E/r, |(v,0) - n|f*ds

1817 g+ 111172
_|_
4a

+alf 172 q)
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Now taking L2-norm on the second line of (4.8) and applying Lemma 2, one obtains that
172 < Cp (nv Vaf 720y + / (v, 0) - nlf ds>
r_

<Cp (s2||s — 6aplifag) + l6%0ag + 11l 2y + losLel o) + 1€ ||§2(r_))
< Cp (26218 122qy + 262M0af 22y + 46 1008122 ) + 20122 gy

+ 02 CR g gy + 16122 )
where in the second inequality we used the fact that (v,0) - » < 1 since |v| = 1, and in
the last inequality we have used part (5) of Assumption 2 and the fact that £ (g) = 0.
Combining the last two inequality and using the fact that 0 < 6, < ojax, We obtain that
202 (4e* + C2)
I 122q) = Co(262ME N2 gy + (2620max + —m2——K7)
COmin

€120y + 10112 g
X (e7ME ) + —— e e alf )

+ 2y + 1 W ):

Setting

402, (4e* + CZ ))_1 . COmin

a=uo" = (4820'max +
COmin

in the above leads to

1 (et +C2)
If 12 < 2Cp (282 + @(%Zamax + m—K) 16172

COmin
1 2 max(4'8 + C12<) 2
+ 2Cp (2 + M(Zs Omax + T) ||71||L2(Q)
1 202, (4e* + C2)
+2Cp (1 + E(ZEZUmaX + meK> I ”L2(F )

This in particular implies (4.4).

Next we prove the improved estimate (4.5) when ¢ = ¢1(x) + €{2(x, v) where {1 €
H%(aﬁx) and & € L%('_). In fact, let us first decompose the solution as f(x) = fi(x) +
Jfo(x, v), where fi solves the Laplace problem

AA =0, on 2y,
fl =§1(x) on an:
where by the standard regularity estimate ||f1[|;1(q,) < Cill¢1ll 1 for some C; > 0,

H2(

and f, = f — f1 solves
ev - Vfa(w, v) = 05 Lfa(x, v) — £%0,(x)fa (%, v) — £%04 (%) (%)
+ e2£(x) + en(x, v) — ev - Vif1(x) on ,
folxv) = el v) onTl_.

Applying the estimate (4.4) to the problem above and noticing that (v - Vaf1 (x)) =0, we
have

V2720 < Coe(lElFaq,) + lloafillfag ) + 101172
2 2
+ v - Vafil o +elllag )
~ 2 2 2 2
< CoellElfaqy + Il F16110 4 o elltala ) o

X
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Let us recall the following directional Poincaré inequality from [29].

Lemma 2 (Directional Poincaré inequality) There exists a constant Cp depending only on
Q such that

1720y < Cp (nv Vaf 1729y + /F (v, 0) - nlfzdS>‘

5 Numerical examples
In this section, we conduct extensive numerical experiments to verify the efficiency and
accuracy of our neural network formulation based on macro-micro-(boundary layer)
decomposition. For the structure of the neural network, we always use a fully connected
network with »; layers and n, number of neurons within each layer. In the following
examples, we use ol(z) = tanh(z) as the activation function of the hidden layer. For
the activation function of the output layer, we use o (z) = In(1 + €°), o; (z) = z, and
aj% . (z) = C,/(1 + e7%) for the macro part p, micro part g and boundary layer f3;, respec-
tively. Here Cj, is tuned according to the Lo, norm of the incoming boundary condition.
For instance, C; = [|¢r(v)|l in solving (3.15). When training the neural network, as
introduced in Algorithm 1, 451, 81, Iinax2, 82 are the stopping parameters for Adam and
LBFGS step, respectively. In 1D case, we choose [,,4x1 = 1.2 % 10%,8; = 0.005, I,yzen = 10%,
82 = 1075 in 2D case, we choose Iyax1 = 2 x 10%, 81 = 0.01, Lyanr = 10%, 8 = 107°.
Unless otherwise specified, the learning rate for Adam step is fixed to be 1073,

Upon obtaining the neural network prediction f""* := p"(x) + eg""(x, v) or f" =
P (%) + eg"™ (%, v) 4+ " (x, v), we calculate its L? error to the reference solution as

Zi‘\iﬁ Z;V:H (™ (% vj) — 7 (x5, v))) 2 wiw;
Zﬁ\iﬁ Z;\il (f (x), vj))2wiw;

Here {x;, w;} and {v;, w;} are the test set and corresponding weight we use to calculate the

error = (5.1)

reference solution, and therefore will be more refined than the training set. In particular,
we again use the Gaussian quadrature for v and uniform mesh in & without boundary
layer, or two sets of uniform mesh with boundary layer.

5.1 RTEs without boundary layers
In this subsection we consider RTEs in one and two dimensions where the solutions do
not have boundary layers.

Example 1 1D problem with spatially homogeneous scattering:

evdsf = {f) —f,
fOv>0=1 f(1,v<0)=0.

Using the loss function (3.7), we collect the results of ¢ = 1 and ¢ = 1072 in Fig. 7. Here
we use n; = 4, n, = 50, N/ = 80, N/ = 60 and N” = 60 for training. The reference
solution is obtained by finite difference method on test set with N, = 200, N, = 80. It is
evident that in both cases, the prediction obtained by the neural networks matches well
with the reference solution, which is provided by a finite difference solver. Additionally,
the relative L2 error (5.1) is well controlled by the loss function.
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f(x,v) prediction f(x,v) reference

100 —e— empirical loss
—— relative L error

0 2000 4000 6000 8000 10000
iteration

—e— empirical loss
—=— relative L2 error

0 200 400 600 800 1000
iteration

Fig.7 Example 1 with e = 1in top row and & = 0.001 in bottom row. The left column is f(x, v) prediction,
the middle column is the reference f(x, v), the right column is the empirical loss and relative L2 error to
reference solution

Example 2 2D problem with x € [—1,1]% v = (cosa, sin a):

v Vaf = 5 [y S @AV — f + 7Gx, v),
f(=1L,y,a)=e'?, a €[0,7/2]U[3n/2 2n],
fLya) = e 17 ae [7/2, 37 /2],
fx,—La)= el™* o e[0,n],

fxla)=e'"% ac [m,27],

where G(x, 5, 0) = %(— cosa — sinw)e 77, This problem has an analytic solution
f(xy,a) = e*7. The numerical solutions for ¢ = 1 and ¢ = 1072 are presented in
Fig. 8, where the reference solution is the above analytic form. In both cases, the numer-
ical parameters we use are: n; = 4, n, = 30, Ny = 40, Ny = 40, N; = 40, N? = 40,
N? =40, Nyb = 40 and N = 40 for training.

Example 3 1D problem with spatially heterogeneous scattering:

vixf = o ®)({f) —f)
fO,v>0) =5, f(Lv<0)=0,

where o is a smooth varying function o (x) = 1 + b/e~**~05),

In practice, we rewrite the equation as
14+ e—a(x—O‘S)
= b+1+ e—a(x—0.5) :

e@vof = (f) —f, with ex)

Page190f29 45
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p(x,y) real p(x, y) prediction

2
10 —e— empirical loss
6 6 —— relative L2 error

0 2000 4000 6000 8000 10000
iteration

p(x,y) real p(x, y) prediction

§ —e— empirical loss
6 10 —— relative L? error
> 107t
4

1073

3

-5
2 10
1 1077

0 2000 4000 6000 8000 10000
iteration

Fig.8 Example 2 with e = 1intop row and & = 0.001 in bottom row. The left column is prediction of p(x, y).
The middle column is analytic p(x, y). Right column is empirical loss and relative L2 error

Accordingly, our macro-micro decomposition reads f(x, v) = p(x) + e(x)g(x, v), where p

and g solve

(vox(e(x)g)) =0,
vax(o +e(x)g) +¢ =0,
p(0) +£(0)g(0,v>0)=5 p(1)+e(1)g(l,v<0)=0.

Choosing a = 10 and b = 20, we plot the shape of o (x) and gather the corresponding
numerical solutions in Fig. 9. Here the neural network is constructed using n; = 4, n, = 50,
NI = 80, N/ = 60, N? = 60; and trained with initial learning rate 0.001 for Adam and
decrease by a factor of 0.95 after every 2000 steps. The reference solution is obtained by a

finite difference method with N, = 200 and N, = 80. As expected, a good match to the
reference solution is observed, and a good control of relative L? error is obtained.

Example 4 2D RTE with an-isotropic scattering:

ev-Vuf = flVIzl Kw,vV)fxv)dv' —f «xe[-1,1]%v = (cosa,sina)
f(=Lya)=(1—9%), ac[0,r7/2]U[3m/2 27]

fLya)=0 ac[n/231/2]

fx,—La)=0, « € [0, 7]

fxlLa)=0, o€ [r,27],

with Henyey-Greenstein scattering kernel:

1— K
27 (1 + K2 —2hv - V)

Kw,v) = , he(01).

The numerical solutions with ¢ = 1 and ¢ = 0.001 are presented in Fig. 10. Here the
neural network is constructed with n; = 4, n, = 30, N = 40, N; = 40, N] = 40,
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a(x)
20.01 10t —e— empirical loss
—— relative L2 error

17.54
15.0
12.5
10.0

7.54

5.0

2.54

0.0 02 04 06 08 10 0 5000 10000 15000
X iteration
f(x,v) reference f(x,v) prediction

Fig.9 Example 3 with a = 10 and b = 20. The top left is the plot of o, top right is the empirical loss and
relative L2 error, bottom left is referenced f(x, v), and bottom right is the predicted f(x, v) by neural network

p(x, y) prediction p(x, y) reference
0.5 05 10° —e— empirical loss
—— relative L? error
0.4
0.3
0.2
0.1
0 5000 10000 15000 20000
iteration
0
10 —e— empirical loss
0.8 —— relative L? error
0.6
0.4
0.2

0 2000 4000 6000 8000 10000
iteration

Fig. 10 Top and bottom are Example 4 with ¢ = 1 and ¢ = 0.001 respectively

N‘f’ = 40, Nf = 40, N;’ = 40 and Nf = 40; and the reference solution is obtained by a
finite difference method with N, = 60, N, = 60, N,, = 40.

5.2 1D RTE with boundary layer

Here we consider a one dimensional example with velocity dependent boundary condition.
With a velocity-dependent boundary term, a boundary layer is present in the solution of
RTE when ¢ is small. To find such solution, we first solve the half space problem.
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fL(z, v) (0, v<0)
4.0
3.5 3.04
3.0
2.94
2.5
2.0 2.8
1.5
2.71 —e— Reference
1o —— NN prediction

-10 -08 -06 -04 -02 00
A\

Fig. 11 Example 5, here we use nl = 4, nr = 50, N;, = 400, N}, = 40 and /\/8 = 60. The left is fg (x, v)
prediction, and the right is the comparison between (5.4) and the prediction by Neural network. The
numerical approximation of the limit constant f;fﬂ 0,0) &~ 3.1919 and the exact fg° ~ 3.1889

Example 5 1D half space problem:
vafaL(z v) = (faL) — far»
f8(0,v) = 5sin(v).
For this problem, we know that its solution fg; (z, v) admits an analytical limit
Sf5r = ? /01 5sin(v)H (v)vdv (5.3)

from the Chandrasekhar H-function, which satisfies
1 /1 H(w)
= wdw.
Hy) Jo 2(v+w)
Additionally, the reflection boundary condition has the form

1 ! H(w
fr(0,v <0) = —H(v)f SSin(w)Lwdw. (5.4)
2 0 w4
In Fig. 11, we plot the numerical solution to (5.2), and compare its reflection boundary

with (5.4) with good agreement.

Example 6 We then proceed to solve the transport equation:

evief = (f) = f,

5.5
fO,v>0)=5sinv, f(l,v<0)=0. 55)

When ¢ = 1, we obtain the neural network prediction by using the macro-micro decom-
position. The results are collected in Fig. 12, where the reference solution is obtained by
solving (5.5) with a finite difference method on a uniform mesh. On the other hand, when
e = 1073, we obtain the neural network prediction by the macro-micro-boundary layer
decomposition. For comparison, we construct two reference solution. One is obtained by
the same finite difference method but on a non-uniform mesh in x, with 150 points in
[0, &) and 50 points in [g, 1]. The other is obtained by solving the diffusion limit, whose
boundary condition is computed via the H-function (5.3). In this specific example, we have

Jf5r = 3.188, and therefore the limit density is po(x) = 3.188(1 — x). The comparisons
with good agreement are displayed in Fig. 13.
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f(x,v) prediction f(x,v) reference
4.0 4.0
3.5 3.5
3.0 3.0
2.5 2.5
2.0 2.0
1.5 1.5
1.0 1.0
0.5 0.5
o(x)
—e— prediction —e— empirical loss
1.8 —— reference 10° —— relative L2 error
1.6 101
14 1072
1.2 1073
1.0 1074
0.8 107°
0.0 0 2000 4000 6000 8000 10000 12000
X iteration

Fig. 12 Example 6 with & = 1.we use nl = 4, nr = 50, N, = 80, NI, = 60 and N? = 60 for training. Compute
the reference solution by finite difference method on test set with N, = 200, N, = 80. The top left is f(x, v)
prediction, the top right is the reference f(x, v), bottom left is comparison of p(x) and bottom right is the
empirical loss and relative L2 error vs number of iterations

f(x,v) prediction f(x,v) reference
4.0
35
3.0
2.5
2.0
15
1.0
0.5
px)
3.0 —e— prediction —e— empirical loss
' —— reference 100 —— relative L? error

25 —4— limit system

2.0

15

1.0

0.5

0.0

0.0 0.2 0.4 0.6 0.8 1.0 0 500 1000 1500 2000
x iteration

Fig. 13 Example 6 with e = 1073, we use n; = 4, n, = 50, Nj, = 80, N, = 60and N*V’ = 60 for training. The
top leftis f(x, v) prediction, top right is the reference f(x, v), bottom left is comparison of p(x) and bottom
right is the empirical loss and relative L2 error vs iteration number
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5 (y) fz.(0, y, a) prediction f5.(0,y, a) reference

3.0

2.5

2.0

15

1.0

0.5 —e— Reference
—— NN prediction

-1.0 -0.5 0.0 0.5 1.0
y

Fig. 14 Example 7. Left: plot of fBOLO(y). Middle and right are plots of 15, (0, y, &) for & € [0, 27r].The reference
solution are obtained from the formula (5.6) and (5.7)

5.3 RTE in two dimensions with boundary layer
As with Sect. 5.2, we first solve the half space problem and then the corresponding RTE.

Example 7 2D half space problem: for z € [0, 00) and y € [—1, 1]

cosadfor(zp @) = (for) — for,  for) = = fo" forda,
(0, y,0) = (1 —y*)ar, cosa < 0.

Then it admits a limit (see formula (7.3) in [7]):
1
fEL ) = zlingofBL(z’ ya) = ﬁ /l:_(l —y2)a cosaH (a)da, (5.6)

where H is the Chandrasekhar H-function that satisfies

1 :/1: &cos“;‘dé,

H(x) _cosa + cos &
andI'_ = [0, /2] U [37 /2, 27].
Additionally, we can get the reflection boundary condition at x = 0. Since the reflected

velocity ¥ at boundary is
V=v -2 -ny)n,, v= (cosa,sina),
and in our case n, = (—1,0), we have ¥ = (— cos «, sin ). Then
fBr(0,y, T — )
= fr_ £E(1 —9y?*) cosEH(E)H(at)/(cosa + cos£)dE, a € [0,7/2],
f8(0,%, 37 — «)
= fr &0 —y*) cosEH(E)H(@)/(cosa + cos§)dE, « € [3m/2,27].
In Fig. 14, we plot the numerical prediction from the neural network approximation with
parameters n; = 3, n, = 50, N, = 200, N, = 50 and N,, = 40, and compared it with the
reference solution (5.6) and (5.7).

(5.7)

Example 8 We then move on to solve the 2D transport equation, ¥ € [—1,1]%, v =

(cosa, sina), a € [0, 277]:

ev-Vof = 3z [y f@vdv —f,
f(=Lya)=(1—9y)a, a € [0,7/2] U [37/2,21],
fLya)=0 ac[n/23r/2],

fx,—La)=0, ¢ €[0,7],

fx1La)=0, « € [r,27].
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p(x,y) prediction p(x,y) reference
1.75

1.50
1.25
1.00
0.75
0.50

0.25

Fig.15 Example 8 withe =1

1.75

1.50

1.25

1.00

0.75

0.50

0.25

—e— empirical loss
100 —— relative L? error

Al

0 5000 10000 15000 20000 25000 30000
iteration

p(x, y) prediction

1.0 1.0 0.0

Fig. 16 Example 8 withe = 1073

o(x, y) reference

When & = 1, we use the macro-micro decomposition based PINN, and when & = 1073,

we include a boundary layer corrector which is computed in Example 7. In both cases,
the numerical parameters are n; = 4, n, = 30, Ny = 40, Ny = 40, N; = 40, N? = 40,
Nfc’ = 40, Nyb = 40 and N? = 40 for training. As a comparison, we use a finite difference
method with uniform grid N/ = 60, Ny’ =60,N, = 60,fore = 1.Fore = 1073, we solve

the diffusion limit
Ap =0,
p(=Ly) = (1 -9,
p(Ly) = plx, —1) = p(x, 1) = 0.

Here the boundary condition p(—1, y) is obtained from (5.6). The numerical results are

presented in Figs. 15 and 16.

5.4 Nonlinear RTE

At last, we consider an example of nonlinear RTE in one dimension.

Example 9 Forx € [0,1],v € [—1,1]

evdl(x, v) = o (acT*(x) — I(x, v)),
6205, T (%) = 0 (acT*(x) — (I(x ),
I10,v>0)=1,I(1,v<0)=0,
TO)=1 T(1)=0,

(5.8)
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f(x,v) prediction f(x,v) reference

0.8

0.6

0.4

T(x)
1.0 —e— prediction 1004 —e— empirical loss
—— reference 10-11 —— relative L2 error of T(x)
0.8 —— relative L? error of I(x, v)
10724
0.6 10-34
0.4 10—4 4
1075 4
0.2
10761
0.0 10774
0.0 0.2 0.4 0.6 0.8 1.0 0 1000 2000 3000 4000 5000 6000
X iteration

Fig. 17 Example 9 with e = 1.Top left: /(x, v) prediction. Top right: reference /(x, v). Bottom left is comparison
of T(x). Bottom: the empirical loss and relative L2 errors to reference solutions

where 4, c and o are three constants.

For more details on nonlinear RTE, please refer to [25]. When & — 0,7 and T will converge
to Ip and Ty, which satisfy

90 T + 9 To = 0,
To(0) = 1, To(1) = 0.

(5.9)

To solve (5.8), we again conduct the macro-micro decomposition for I
I =p(x)+eglxv), wherepx)=(I), (g)=0.

Then the corresponding decomposed system reads:

(v0xg) = Oxx T,

vox(p +eg) — 0T = —0g

€204 T = cacT* — o p,

p0)+eg0,v>0=1 p)+eg(l,v<0)=0,

TO)=1 T(@1)=0.

As a result, the loss function has the form:

ELgT)=| <Vaxg>_axxT”i2(Qx) + Ivox(p + £g) —€0x T + Ug”%Z(Q)

1
+(TO) = 1> + T + |6*0: T —0acT* + opllaq ) + /0 (0(0)

0
+£g(0,v)—1)%dv + / (p(1) 4 eg(1,v))*dw.
-1
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I(x,v) prediction

1.04 —e— p(x) prediction

0.8 —+— T(x) prediction
0.81 ---- T4(x) prediction

Ti(x)

06 0.6

0.4 0.4 1

0.2 0.21
0.0

0.0 T T T T . T

0.0 0.2 0.4 0.6 0.8 1.0
x
Fig. 18 Example 9with e = 1073

We then train the neural network with n; = 4 and n, = 50, using N = 80, N] = 60
and N? = 60 to generate training set. When ¢ = 1, we compute the reference solution
by a finite difference method on a uniform grid with N, = 200 and N, = 80. When
& = 1073, we solve the limit system (5.9) instead to get the reference solution. The results
are collected in Figs. 17 and 18, respectively.

6 Conclusion

In this paper, we develop a numerical scheme based on PINNs for steady RTE with
diffusive scaling. As illustrated in Sect. 3.1, vanilla PINNs suffer from the instability issue
when ¢ is small, and our major contribution is to resolve this issue by proposing an novel
empirical loss function based on the micro macro decomposition. More importantly, a
rigorous uniform stability result is established. We prove that the L2-error of the PINNs
prediction can be bounded by the aforementioned new empirical loss function uniformly
in . When ¢ is small and an an-isotropic boundary condition is considered, a boundary
layer is expected and the neural network is hence hard to converge. We construct a
boundary layer corrector based on the solution of the associated half space problem,
which encodes the sharp transition information within the boundary layer and leaves the
rest part of solution smooth and thus can be easily approximated. Extensive numerical
results demonstrate the effectiveness of our novel numerical methods.
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