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Abstract

A numerical method for coupled 3D-1D problems with discontinuous solutions at
the interfaces is derived and discussed. This extends a previous work on the subject
where only continuous solutions were considered. Thanks to properly defined function
spaces a well posed 3D-1D problem is obtained from the original fully 3D problem and
the solution is then found by a PDE-constrained optimization reformulation. This is a
domain decomposition strategy in which unknown interface variables are introduced
and a suitably defined cost functional, expressing the error in fulfilling interface condi-
tions, is minimized constrained by the constitutive equations on the subdomains. The
resulting discrete problem is robust with respect to geometrical complexity thanks to
the use of independent discretizations on the various subdomains. Meshes of different
sizes can be used without affecting the conditioning of the discrete linear system, and
this is a peculiar aspect of the considered formulation. An efficient solving strategy is
further proposed, based on the use of a gradient based solver and yielding a method
ready for parallel implementation. A numerical experiment on a problem with known
analytical solution shows the accuracy of the method, and two examples on more
complex configurations are proposed to address the applicability of the approach to
practical problems.

Keywords 3D-1D coupling - Domain-decomposition - Non conforming mesh -
Optimization methods for elliptic problems

Authors are members of INAAM group GNCS.

B Stefano Scialo
stefano.scialo@polito.it

Stefano Berrone
stefano.berrone @polito.it

Denise Grappein
denise.grappein @polito.it

Politecnico di Torino, Torino, Italy

Published online: 14 June 2023 @ Springer


http://crossmark.crossref.org/dialog/?doi=10.1007/s11075-023-01579-w&domain=pdf

Numerical Algorithms

Mathematics Subject Classification (2020) 65N30 - 65N50 - 68U20

1 Introduction

The present work deals with simulations in domains with embedded cylindrical, or
nearly cylindrical inclusions, with cross-section sizes much smaller than their length
and than the domain scale. This kind of problem is typical of a large variety of appli-
cations, ranging from the study of living tissues, where the inclusions are constituted,
e.g., by the capillaries or by the vessels of the lymphatic system [2, 12, 18], to the
study of the interaction between plant roots and the soil [10, 20], or fibre-reinforced
materials [16, 21], and geological applications [3, 6, 7]. In these cases, it is often con-
venient to treat the inclusions as one dimensional objects, thus actually collapsing the
cross-sections on the centrelines, avoiding the complexity and the overhead of gen-
erating good quality meshes in the interior of the small inclusions. Such geometrical
reduction is however non-trivial from a mathematical standpoint as it ends up in a 3D
problem which is coupled to problems on the 1D domains, and non standard function
spaces need to be used to allow the definition of a well posed trace operator for 3D
functions on 1D manifolds.

An analysis of 3D problems with singular source terms is available in [4, 5], where
the solution is placed in suitable weighted Sobolev spaces. In [4] a finite element
based approach is used to solve the problem and optimal convergence trends for the
error are observed in the used spaces. Problems with singular source terms are also
considered in [22], where Dirac delta sources are replaced by regularizing terms,
compactly supported. Regularizing techniques are suggested also in [9], and in [11]
where line source terms are approximated by suitable kernel functions that distribute
the source in a three dimensional neighbourhood of the line. A splitting technique
is proposed in [8], where the solution is seen as the sum of a known low regularity
term and a regular correction term that is computed solving an elliptic problem with
source term and boundary data depending on a chosen extension operator for the
singular source. In [13] a lifting technique is employed for the singular source term,
whereas a domain decomposition approach based on the use of Lagrange multipliers
is suggested in [14]. The derivation of a coupled 3D-1D problem, starting from an
original equidimensional formulation is proposed in [15], under suitable assumptions
on the behavior of the solution in the inclusions that allow the definition of averaging
operators.

Here an extension of the approach described in [1] for 3D-1D coupled elliptic prob-
lems is proposed, allowing to deal with discontinuous solution at the interfaces. This
is relevant for a large variety of practical applications, as e.g. in many biological pro-
cesses, where the boundary between the 3D and the 1D domains is a semi-permeable
membrane and the Starling equation applies [2, 11, 14, 15]. Discontinuous solutions
also arise in the application of 3D-1D coupled models for the simulation of plant
roots-soil interaction [10, 20] or in modeling natural and artificial wells in geological
reservoirs [3, 7]. Similarly to [1], a well posed 3D-1D coupled problem is derived from
the original 3D-3D problem through an appropriate choice of the functional space for
the solution, which allows to define extension and trace operators between spaces on
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3D and 1D domains. Further, a domain decomposition approach is employed, introduc-
ing additional interface unknowns to decouple the 3D problem from the problems on
the 1D inclusions, and a cost functional is designed such that the solution is obtained
as the minimum of the functional constrained by the constitutive equations on the
subdomains. The original work in [1] deals with continuous solution at the boundary
between the 3D and the 1D domains. Here, while keeping the same structure of this
original method, different interface variables are introduced for the domain decom-
position process, which result in a novel setting for the PDE constrained optimization
problem described. In the approach proposed in [1], the control variables of the opti-
mization approach represent the flux and the trace of the solution on the 1D interfaces,
equal for the 3D and 1D solution. Here, instead, the interface variables are the two
different traces of the solution at the interfaces. This difference has an impact on the
definition of the functional and on the variables the functional depends on. The prob-
lem is discretized using finite elements on non conforming meshes, thus providing a
great flexibility in the choice of the meshes that can be independently defined on each
subdomain, and a numerical scheme suitable for parallel computing is obtained thanks
to the use of domain decomposition combined to a gradient scheme for solving the
resulting discrete problem. Despite the differences in problem formulation, the dis-
cretization of the method can be handled in a way similar to the one in [1], within the
proposed framework, requiring different discrete operators, but keeping unchanged
the overall structure of the method.

The problem considered is presented in Section 2 in equi-dimensional form, and in
Section 3 its 3D-1D formulation is derived in weak form in ad-hoc function spaces.
The problem is re-written as a PDE constrained optimization problem in Section 4,
and presented in discrete form in Section 5. The approach used to solve the obtained
linear system is discussed in Section 6, whereas some numerical tests are reported in
Section 7 and finally conclusions are reported in Section 8.

2 Notation and formulation of the fully 3D coupled problem

Let QCR3 be a convex domain in which a generalized cylinder = CR? is embedded. We
denote by A = {A(s), s € (0, S)} the centerline of ¥, while I' = {I'(s), s € [0, S]}
is the lateral surface of X. In the following we assume, for simplicity, that A is a
rectilinear segment in the three-dimensional space. We denote by X (s) the transversal
sections of the cylinder as s ranges in the interval [0, S] and by I'(s) their boundary.
We suppose the sections to have an elliptic shape, with R(s) being the maximum axes
length of the ellipse centered in A(s). For the two extreme sections of the cylinder we
adopt the compact notation X9 = X(0) and X5 = %(S). For the derivation of the
model problem we assume that X and Xg lie on the boundary 9€2, but the extension
to more general cases is straightforward. The portion of €2 that does not include the
cylinder is denoted by D = Q \ X. We define D¢ = 9Q2 \ {Z£g U X}, referring to it
as the external boundary of D, with 9D = d D¢ U T. In case the extreme sections of
> were inside 2, 0 D¢ would coincide with 0€2.
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Let us now consider the following diffusion problem, with unknown pressures u in
D and i in X:
3D-problem on D:

—-V-(KVu)=f inD (1)
u=0 ondD* (2)
KVu-n= B0 —uy) on I 3)
3D-problem on X: B
—V-(KVa)=g inX 4)
u=0 onXyUZXg 5
KVii -t = B(uy. — i) onT (6)
Vectors r and 2 = —n are the outward pointing unit normal vectors to I, respec-

tively for D and ¥; K, K and B are positive scalars, while f and g denote source terms.
For the sake of simplicity we consider homogeneous Dirichlet boundary conditions
on Xg and X and on d D¢. Equations (3) and (6) allow us to couple the two problems
imposing flux conservation. According to these equations, the flux across I' is directly
proportional to the jump of the pressures, with g denoting the permeability coefficient
of the membrane I'. Different coupling conditions could be considered, for example
adding a pressure continuity constraint and consequently not linking the flux definition
to the pressure jump, as done in [1]. The choice of the interface condition depends of
course on the properties of the interface, and thus on the kind of application.

Let us now suppose that R is much smaller than the size of Q2 and than the lon-
gitudinal length L of the cylinder itself, in particular. This allows us to assume that
the variables defined on ¥ or on I' are actually only functions of the coordinate s,
considering negligible their variation on the cross-sections of the inclusion. This is the
key point that allows us, in the next section, to work out a well-posed 3D-1D coupled
problem from equations (1)-(6).

3 Variational formulation of the 3D-1D problem
A 3D-1D coupled problem is obtained from problem (1)-(6), after writing it in varia-

tional form in suitable function spaces, as here described. Let us, thus, introduce the
spaces

HL(D) = {v e H'(D) : v, = 0} ,

Hy(2) = fv e H'(D) 1 vy, =5, =0},

Hl(A) = [v € H'(A) : v(0) = v(S) = o} :
a trace operator

vt HY(D)U H'(£) — H2(I"), such that y,v = v Yv € H' (D) U H'(Z)
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and two extension operators
&, tH'(A) — H'(2) and & : H'(A) - H2(I)

such that, given 0 € HOl (A), E;0(s) and E.0(s) are the uniform extension of ¥(s)
respectively to X (s) and to I'(s). We observe that £. = y,. o £;. Once denoted by 1%
the space HO1 (A), let us further consider the spaces:

V={eH\(Z):v=_E0, 0 eV}

H ={ve H%(F) v=E&.0, V€ \7},

Vo ={ve HyD):ywe W],
such that functions in V and in H" are respectively the uniform extension to ¥ and
I of functions in V and functions in Vp have trace on I" belonging to " . Functions
in such spaces fit the assumptions we have made on the negligible variation of the
variables on the cross-sections of ¥ and I'. Denoting by (-, -) x the scalar product on

a generic space X, tLle variational formulation of problem (1)-(6) can be written as:
find (u, ) € Vp x V such that

(KVu, Vo) 12py — (Bl = yru), vp ) e = (f, V) 2y Yo €V (7)

(RVii, V) 205y + (Bl — yptt), ) gyr = (8. 9) 2y Vi € V (8)

Let us introduce two auxiliary variables v, ¥, € H", in order to formally decouple
the two equations. Denoting by X /~ the dual of the generic space X, the problem is thus
rewritten as: find (u, i) € Vp x V, ¥, € H' and v, € H' such that

(K'Vu, vU)LZ(D) + (ﬂVr”a Yr U)Hr - (ﬁ‘ﬂza Vr U)Hr =(f, U)LZ(D) YveVp (9
(KVii, V) 205y + (BYrit, e 9)gyr — (BYp. v00) g = (8. 9) 2y V0 € V. (10)
(et = g e =0V € H" (11)

(yrii = Yy n)yge g =0V € H'. (12)

Let us remark that Equations (9)-(10) could also be written as

(KVu, Vo) 2py + (BYp vr0) g — (BYs, vi0) e = (f2 )12y YV € Vi
(KVit, Vi) 25y + (Bs. ve0) e — (BYp ve0)gr = (8. D25y Vi € V.
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However, formulation (9)-(10) is preferred, as it allows to have an empty Dirichlet
boundary on either d D¢ or ¥, ;. This is adesired property for domain decomposition
purposes.

Thanks to the adopted functional spaces, problem (9)-(12) can be easily reduced to
a 3D-1D coupled problem. Let us observe that, given n € H' and peH"

S
(o3 M yr 4 =/,077 dr =/ (/ on dl)ds.
' r 0 I'(s)

Since p € H', there exists p € V suchthat £. 6 = p and thus f[‘(s) pdl =|T(s)|p(s).

Hence we can introduce 77 € V' such that

S S
/ (f ] dz)ds =/ IT®IA©)N() ds = (6, ITOI7)p, o
0 I'(s) 0

where |["(s)| is the section perimeter size at s € [0, S]. Similarly, if we consider
p,w e HY, then

S
(0, w)pr =/O IDIAE)(s) ds = (IFCIA D) 2,

with &.p = p and £.w = w. Finally let us observe that

A A

- N s dii db
(KV:Z,Vf))Lz(E)zf KViVi da:/ K|Z(s)|— —ds
b)) 0 ds ds

where 4, 9 € V are such that ii = Esii, v = &0 and |X(s)| is the section area
at s € [0, S]. Problem (9)- (12) can now be rewrltten as a reduced 3D-1D coupled
problem: Find (u, i) € Vp x v, 1//1) eV and 1//2 € V such that:

(KVM, VU)LZ(D) + (|F()|:31’;9 i})LZ(A) (lr( )|ﬂw2! )LZ(A) f’ U)LZ(D)

(13)

Vv e Vp, eV :yw=ED

- di dv A A = .
(RIZOI 5 ), + (TOIBL ) 2= (PO D) 12y, = (EOIE. Di2a 14

voeV
(IPOIGE = 9,). 7)o = 0w = i, ¥ € V7 (1)
~ 7 — _ 7/

(IrOIG = 95).7), = 0v7 € ¥ (16)

with g(s) = i /s s(s) & do, being g sufficiently regular.

\E(S)
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4 PDE-constrained optimization problem

Conditions (15) and (16) can be replaced by the minimization of a cost functional
mimicking the error committed in the fulfillment of such constraints. At this aim let
us define

Ty ) = 5 (1) = v B + v 86) = v e
ER > ) r b pllyr r D s Hpr (17

1 A N A
= 5 (e ls) = £y 1By + My Enii(Wy) = Exs I3 )

to be minimized constrained by (13) and (14). In order to work out the PDE-constrained
optimization formulation of the problem in a compact form, let us define the linear
operators A : Vp — V,,A:V — V', §:V — V) and D : V — V' such that, for
anyu € Vp, i € Vi ypu=Epii, it € V, 9, ¥ € V:

(Au, v)yy v, = KV, Vo) 2y + (ITOIBiL T) 2,

. (18)
veVp,veV:ipv=E7D

—~ - du dv
(Rd, 0);, 5 = (RIZOI5

(5950 o = (TOIBYs. D)) ve Vo VeV inv=5T Q0
D VD

(DY), , = (POIBTp D12y D€ V. e

The respective adjoints will be denoted as A* : Vp — V7, A* .V >V ,S:Vp —
V' and D* : V — V’.1If we further define

F € Vb S.t. F(U) = (f, U)LZ(D), [S] VD (22)

GeV'st.GOD) = (TG D2n). DeV, (23)
equations (13)-(14) can be written as:
Au— Sy, =F (24)
Al — Dy, =G. (25)
Finally, the PDE-constrained optimization problem can be written as

_min _J(¥,, ;) subject to (24) — (25) (26)
VeV

We now provide some results on the optimal control and the stepsize of the steepest
descent method for Problem (26).
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Proposition 1 Let us consider the trace operator y. : Vp — HY and the extension
operators E; - V — V and & =y, 0 & : V — H, whose respective adjoints are
Y HY — Vi, EF iV — v’ and £ HY >V and let © : V — V' and
Opr : H' — H"' be Riesz isomorphisms. Then the optimal control (@D, @2) that
provides the solution to (26) is such that

O, (O (€, — yruig)) + D*p) =0 (27)
O (€ Opr €y — Eit(,)) +57p) =0 (28)
where p € Vp and p € V are the solutions respectively to

A*p =y Opr (vpu(ry) — E91,) (29)

-~

A*I3 = g;ke)')-{r‘ (51_12(1&[)) - 51“ l&)I) (30)

Proof Let us compute the Fréchet derivatives of J with respect to the control variables
1//D and W: To this end, we introduce the increments & Ip,), zSt/f2 € V and we recall
that, for x = D, X, there exists §¥/, € HT Sy = é}&p*. ‘We have:

aJ . A R R .
53 O 00 ) = (reathe) = iy =00, )y o+ (i) = o i 09,)

(5 l/fo Vru(‘ﬁz)a 5[‘51[}D>HF + (yl“g ﬁ(lﬁD) - 51‘12/2’ yrgzﬁ(all}D))Hr -
= (&0 by = o). 80, o +{E7Orr Eriy) = £ 160,
-

= (€102 €0y = veuho). 80,)  +(D75.00,), o =

4%

EXOpr (Epiry — yru(v?z)x&lfu)v,v (A*p. A7 Ds )y, , =

= (07 €O iy - yru<x/?2>)+D*ﬁ),av7D)

2wy’

aJ . . R R R R
23 o b 480 = (o) = Vi hu@00)) o+ (W) = V=803 ),

< @HF ()’ru(lpz 61" I&D)Y M(Slzz))VL’),VD + (61_ I/A/z - VFEZI';(I&D)’ gr&&z)%r =
R T R

=(s*p 51/72>V,"7 +(E10pr (Ecths — Evith,)), 8‘7’2>wv =
= (@;/ (8*p + 5:®Hr(5r12’2 - 51-12(‘/}0)), S&Z)LZ(A) )

which yield the thesis.
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From the derivatives computed in Proposition 1, we now define the quantities
8v, = 0, (7 Owr iy — vpuy) + D*p) € V 31)

85 = 0, (€ Opr (€T — EaGH,) + S p) € V. (32)
Then the following proposition holds:

Proposition 2 Given the variable X, let us increment it by a step {8X, where §X =
(8, 8Ys). The steepest descent method corresponds to the stepsize { = —% with

N = (51&0, 81}0)L2(A) + (51ﬁzv5l&z)Lz(A)

_<g:@Hr(yrau_sra&D),8$D>v,ﬁ+(55‘@m513> *

P =<S‘S‘/A’E"s”> s

VI/),VD
_ <5;‘®Hr (.86 — E,.8U,), Wz)o/ ;
and where . .
Su=u(yy) = A" S8 € Vp,
8i=0(8y,)=A"'Dsy, eV

and 8p € Vp, 8p € V are such that:

A*Sp =y Opr (ypdu — £:.8V,)
A*Sp = E Oy (E.800 — £.8r,)

Proof 1t is sufficient to set to zero the derivative W. In the computation that
follows we adopt the lighter notation:

u=u(y): Su=u@by); d=a0,): 8t =ady,).
J(X +28X) = Ty + 28V, ¥y +28Y5) =

1 A A n A
= E(W(wz F080) — Wy — L8V, vy + £8Y,) — ¥, — ;sva)Hr

1 N A N A
+ E (Vrﬁ(wn + §5WD) - W}: - é“(Wzv Vrﬁ(wn + ;67’”0) - W): - g(SWE),Hr =

1 R N R N
= 5(7/1“” +Eypdu — Ery — CEL8Y,, yru + Sypdu — E Yy, — {51“8‘/’0)Hr +

1 ) A ) . .
+ E(Vrgxﬁ + oy &b — E vy — &Y, i Esli+ Y ELSi — EL Yy — CSF‘SWE)HF
=T )+ ¢ (v = &by vpdu — EFWD)HF ¢ (&G — V), &6 - a&g)w

¢? R R ¢? o o
+ 5 (veou = Ecovy v = E80,) A (60 Gt = 80). & G = 8))
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3J (X 4 ¢8X)
e
+¢ (yl_ziu — &8, v du — SF(SI,@,))HF +¢ (Sr(aﬁ —87ry), £ (861 — 51/}2>>Hr =0

= (v = vy vpbu = €:80,) + (&G = o). € it = 80)) |+

(veu = Ecry. vidu — €:80,

(yrﬁu — SF&/A/D, Vru — EF(SI/;D

+ (5@ — &y E80 — 5r5‘/7:>Hr
+ (5@@ — .69, E 00 — 5r51/7:)

= ¢=- )Hr
)HF HT
Rearranging properly the terms we get { = —%/ with
—1 2 2 2
N =(a"p, A sal/fz>vb!vl) —(ErOnr (o — £, 5‘/”D>v/,v +

+ <X*,3, Z-@a%) £ Opr (it — Ex1y), 51&2%/ .=

]

V.,V

= (8D 80), o~ (7O = Ep). 80+ (Do)
- <5;"(~)Hr it — Ey), 51/?2>V,’V =

= (89089 ., + (3080

I
148%

L2(A)

and

D= (Aflsal/}z, A*5p>v - <5§@Hr (yp0u — E.87,). S&D)f//,f/ +

D>Vp
o~ ~ A -~ N A 7 7
n <A D5y, A*ap>m/ - <5§®Hr (86 — E,.8,), 81/f2>0,’9 =

= (si.00),, | —(&rOmrtnou—E:80,0.80,) -+ (Doiy.00), ,+

.o+
DVD \ 4%

_ <5;‘®Hr (.80 — £.8V1,), 51/}2%,’0

that yields the thesis.

5 Discrete matrix formulation

In this section we work out the discrete matrix formulation of problem (26). In general,
the 3D-1D coupling does not present particular issues in the discrete framework.
Nonetheless our approach has the additional advantage of allowing for the use of non
conforming meshes: thanks to the optimization framework, the partitions of the 1D
inclusions can be defined in a completely independent manner from the surrounding
3D mesh, without any theoretical or practical constraint on mesh sizes. Further, the
proposed formulation provides the direct computation of interface variables, and it
allows to decouple the 3D problem from the 1D problems, thus paving the way to
the use of possibly different constitutive equations and to the application of efficient
solvers based on parallel computing techniques.
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For the sake of generality, we consider Z segments of different length and orientation
crossing the domain 2. The segments are defined as A; = {X;i(s),s € (0, S;)},i =
1, ..., Z and they represent the centerlines of Z cylindrical inclusions ¥;.

The proposed approach can easily handle intersections among inclusions centre-
lines. Intersecting segments are split into sub-segments in correspondence of their
intersection point g . In this way, g always corresponds to a segment endpoint, in which
pressure continuity and flux conservation are constrained. It is to remark that a variety
of intersection modes is possible for the original three dimensional inclusions. As an
example, 3D inclusions might partially overlap whereas the corresponding centrelines
might not intersect. By considering here only intersections between centrelines, we
implicitly assume that the intersection volume of the corresponding three dimensional
inclusions is small and can be reduced to a point in the scale of the domain. A deeper
investigation on the treatment of different intersection models is out of the scope of
the present work.

After having extended the domain D to the whole €2, let us consider a tetrahedral
mesh 7 of domain €2, on which we define Lagrangian finite element basis functions
{(pk},iV: 1» such that U = lec\;l Uy 1s the discrete approximation of pressure #. On
each segment A; we build three different partitions, independent from each other and
from 7. We denote them by ’j}, tl.D and tl_z and we define the basis functions {([J, k }]va; !

D P
on7;, {93( }]ivil ont? and {Gfk }:]il ont*, with N;, NP and NF denoting the number

of DOFs of the discrete approximations of the variables #;, v ».i and 1}2 .i respectively.
Such approximations are defined as

N; NE
= Uik gin. VP = Z‘I’ 05 WF =) w6}
k=1 k=1

We then define the following matrices:

T
A e RVN st (A)y =/ KVorVor dw—i—Z/ Billi ()|, 91, ds
Q = A i i

kd
"” ﬂd +/ BilTi (5) |1 ki s ds

A e RVFi gt (A =f Ki|Zi(s)|

~ B V. x NP ~ ~
D;" e RN>N™ 1. (D,'»g)kl = / Bill'i ()i k 9,% ds
A;
X
Sif e RVNE st (8P = / BilTi(9) gk, 077 ds.
A; !

and the vectors

feRV st fir = /Q for do, g e RV st (g = / |Zi(5)IZ @i ds.
Aj
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Setting N = Zizzl Ni, Np = ZiIZI NP and Ny = ZiIZI N, we can group the
matrices as follows:

D’ = diag (D1, ... D) e RV sF =[85F 5, . s7] € RV

and ) .
i | diag (Ar . Az) 07 ] _ [Aﬂ QT}
0 0
where matrix Q simply equates the DOFs at the extrema of connected sub-segments

and allow us to enforce continuity through Lagrange multipliers. Let us observe how
A = A% in case no intersections occur among segments. Finally we can write

AU — SPws = f (33)
AU - D wy =g (34)

with
A AT ~r1F N T T T4T N
U:[Ul,...,Uz:I GR 5 gz[glsgzs"'vgl'] ER
T T
Up =[P W] e Ry wy =[P @HT] e RV

The discrete functional is derived from (17) replacing the norms in H! with norms in
L2(A) and summing over the 7 inclusions. First we define matrices

G; e RVN st (G =/ Pk|p. L1, dS,
Al 1 1

Gi e RVNigt (G = / @ik @i ds,
A;

MiD e RVPxNP ¢ ¢ (M,-D)kl = f 951,)1« 95[,)1 ds,

i

Ml.’E e RV *NF gt (M,'Z)kl = / Qi?k 9:‘,21 ds,

i

D
D; e RVNT st (D = / §0k|A.9il,)1 ds,
A; !
~ <. ) ~ ~
S; € RNNT st (S = / Dik 91'),:1 ds,
A
and then

7
G=> G eRVN G = diag (6;1, (;I) e RV
i=1

MP =diag (MP, ... MP) e RN>*M> | M*=diag (MF, ... M} ) € RV=*V>
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A

D = (D1, Ds, ..., Dz] € RV¥0  § — diag (Sl, 51) e RVxNz

The discrete cost functional then reads:

o1
J=5(UT6U —UT DY, VLD U + WEMP U+

2 . (35)
+O0TGO - 0T 8wy — WIS U + \ngZ\pz)
Finally, the discrete matrix formulation of the 3D-1D problem can be written as:
min J(Vp, Ws) subject to (33) — (34) (36)
(Wp,¥x)

We remark that the above derivation of the matrices for the discrete problem requires,
first, to compute the intersections between the segments and the elements of the 3D
mesh. This process can be performed very efficiently by exploiting information on
cell neighborhood. Once such intersections are computed, line integrals are evaluated
using composite 1D quadrature rules and, finally, standard assembly operations for
finite elements matrices are performed. No modifications of mesh element vertices
nor of segment points is required, and each segment can be processed independently
from the others. The entire process also applies to higher order discretizations.

First order optimality conditions for problem (36) are collected in the saddle-point
system

G ? -D 0A AT ?T U 0
0 G 0 -S o A U 0
, .
| P QT MP 0 0 (—DHT K Wp|_| 0 37
0 -8 0 ME(=SHT 0 Ys | 0
A 0 0 —-SB 0 0 —Pr
0 A -DF 0o 0 0 -PlLs

Proposition 3 Matrix IC in (37) is non-singular and the unique solution of (37) is
equivalent to the solution of the optimization problem (36).

The following lemma is used to prove Proposition 3.

Lemma 1 Let matrix A € RWTNX(N+N+Np+Nz) po g

A 0 —SB
A=[4 ]

0
A-DB 0
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and let G € RVFN+Np+Ns) < (N+N+Np+Ns) o defined as

G 0 -D 0

0 ¢ o0 -§

G=1_pr o MP o
AT

0 -S 0 M*
Then matrix A is full rank and matrix G is symmetric positive definite on ker(A).

Proof Let us denote the discrete approximation spaces as Vs = span{gx, k =
., N}, V,g—span{w,k,k—l N}andVg HzeIVtB
Matrlx A is full rank for the elhpt1c1ty of operators A in (18) and Ain (19), whereas
matrix G is symmetric positive semi-definite as, for any V such that

U
A A
_| U Tay _ L D)2 P
V=g, |- V9V =520 (1 = 9P, + 10 = 912, ) 2 0.
i=1
Yy

(38)

Let us assume that either €2 has a non-empty Dirichlet boundary or A has at least a

Dirichlet endpoint, and let us consider V € ker (G). Thus, according to (38), it follows
that

Uy, =% and U;=¥> Viel (39)

If V € ker (A) it follows, by the constraint equations, that
/ KVUVvda):Z/ ,3,'|I‘,~(s)|(\lli2—U‘Ai)v‘A,ds Yv € Vs
Q : A l

dU; dd
/ K| % (s)|—ﬁd _/ BiITi()|(WP — Up)ids Vi, € Vi, Viel
A;

Let us introduce the quantity ®; = Ui - U A According to (39) we also that ; =
vE - U, = —(vP - U;). Choosing v = U and 9; = U; Vi € T we obtain

/ KVUVU dw = Z/ BiITi ()| ®: U}, ds (40)

iel

dU; dU; .
fK|2(s)|—’—’d /ﬂi|Fi(s)|d>iU,-ds Viel (41)
A

@ Springer



Numerical Algorithms

Summing all the equations we get

dU; d
S

KVUVU dw + /IE»IE-(s)I

U; .
Tods+ ;/A BilTi(9)| @i (T — U, )ds =0,

. dU; dU;
:>/ KVUVU do+ ) / Ki|Zi(s)| — ’ds+2/ Bi Ty (s)|®; Dids = 0,
Q = ds ds =i

which means that ®; = 0Vi € Z, U is constant, U,- is constant Vi € 7 and hence
U is constant since continuity is imposed at segment intersections. This implies that
U),, = Ui = ¥ = WX .If the Dirichlet condition is imposed on a portion of 92 we

conclude that U = 0 and hence U}, = U, = WP = w* = 0. Same consideration
holds if the Dirichlet condition is instead imposed at one of the segment endpoints.
Thus ker (G) Nker (A) = 0 which completes the proof.

The proof of Proposition 3 derives from classical arguments of quadratic program-

ming, observing that
_[g AT
K= [.A 0|

6 Solving strategies

Solving system (37) is equivalent to solving the optimization problem (36). Here a
different strategy is however proposed, based on an iterative solver and allowing to
take full advantage of the decoupling introduced by the proposed method.

Let us formally replace in the cost functional (35) the expressions U =

A A—]1 A
A*I(Sﬂ\lfz—f—f) andU = A  (DPWp+g)andletusset X = [\I/[T), \Ilg]T,obtaining

1
T*(Wp, Wy) = E((A—lsﬂqu FA I HTGA SPUs + A7 F) +
—(A7'SPus + AT )T DY —wIDT (AT SPus + A7 f) +

T rsD Y AL ANTAEAT DB 17!
+UIMPw, + (A DPUL+A 9TGA DPup+A g+
A—1 A ~A—1 S AT ~—1 A ~A—1
—(A DPup+A oTSws—wIS (A DPup+A g+
+\IJ§ME\1/2) -
A A—=T A ~—1 ~ A A—T ~
. (DPYTA " GAT'DE+MP —DTA'SBE_(DAYTA 'S
=_xT X
A A—] A
—(SBYTATD—§ A'DE (SBHYTATGA'SP + M
A—T A A—] A
eTATGAT'DP— fTA D
+ X+
FTATGA 'SP —gTA ' §
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1 AT A Al
+§<fTA_TGA_1f+gTA GA ) -

_ % (XTMX 424 +4). (42)

Matrix M is symmetric positive definite, given the equivalence of this formulation
with the saddle-point system (37). This allows us to perform the minimization of the
unconstrained functional (42) via a gradient based scheme, looking for the minimum
as the solution of

VIF=MX+d=0. (43)

A preconditioner P can be defined for solving system (43). In particular we set

(DP)T (AH)-TG(AH-1 DB + MP 0
P = . (44)
0 M*

where A# = diag <A\1 AI) This means that the top-left block of matrix P cor-

responds exactly to the top-left block of matrix M in case no intersections among the
segment occur. Otherwise, (fiﬁ)_l is an approximation of the inverse of matrix A which
can be built inverting independently the matrices related to the single segments and
which maintains a block-diagonal structure, i.e. (AAI:I)_1 = diag (Al_l, s Al-_l).
For what concerns the bottom-right block, only matrix M is kept with respect to
the same block of matrix M, so that even this portion of the preconditioner can be
built block-diagonalwise, assembling matrices which are independently related to each
single 1D inclusion.

The application of the conjugate gradient scheme to system Eq. 43 requires, at each
iteration, the computation of quantity M8X, where §X = [§WT, 8\1’% ] represents the
descent direction. It is worth underlining that such quantity can actually be obtained
without explicitly building matrix M. In fact, after easy computations we obtain

Mot — [(ﬁﬂ)Tsﬁ - DTsU + MD(S\IJD]

AT A~
(SPYTsp — S sU + M*sWy
where §U, sU ,O0P, 48 P are the solutions of the linear systems

ASU = SPswy, AsU = D' sw),
ASP = GSU — DSV ASP = GSU — S5V

which require to solve local sub-problems on the 1D segments and on the 3D domain.
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7 Numerical results

In this section we present three numerical examples to better highlight the charac-
teristics of the proposed approach. The simulations are performed using linear finite
elements on the 3D and 1D non-conforming meshes, independently generated on the
sub-domains. Parameter & denotes the maximum diameter of the tetrahedra for the
3D mesh, while other three parameters, namely Su,,-, dp.; and 8y ; express the refine-
ment level of the 1D meshes ’fi, tiD , ri):, i =1, ...Z, respectively. Each of these three
parameters represents the ratio between the number of nodes in the 1D mesh and the
number of intersections of the segment A; with the faces of the tetrahedra in 7. In
the simulations, for simplicity, we adopt unique, but possibly different, values of Sus
dp and Jx for the various segments: for this reason we drop, in the following, the
segment index i = 1, ...Z for these parameters. In all cases, linear Lagrangian finite
elements on tethrahedra are used in the 3D domains and piecewise continuous linear
basis functions on equally spaced meshes are chosen for the 1D functions.

7.1 Test Problem 1 (TP1)

Let us consider a cube €2 of edge I = 2 centered in the axes origin and whose faces are
parallel to the coordinate axes. Let us further consider a cylinder X of radius R=102
and height 4 = 2 whose centreline A lies on the z axis (see Fig. 1, on the left). Let us
denote by €2/, 92 and d€2_ respectively the lateral, the top and the bottom faces of
the cube.

We aim at solving a problem in the form of (13)-(16), obtained by reducing ¥ to
its centerline, with the following data:

K=1, f(x,y,2)=2-x*—y*-27,
2

~ Z 1 =
K(Z)Z?-i-i, g=3
2R
2+ R2

27

1.84

164

1.0e+00 147

[ 1.2+ g
08 - =
c  Solution % 2
-06 9 03! 3
—04 g 0.6+
[ 0.2 0.4
0.0e+00 02y
Q= 1
q-o.s -05
Z Axis0 0y Axis

Fig. 1 TP1: left: view of the numerical solution inside the cube; right: solution obtained on the segment
and on a section of the cube parallel to the z-axis and containing A (section highlighted in the left figure).
Parameters 7 = 0.083,6, = 1,5p =8y =0.5
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The problem is completed with appropriate boundary conditions such that the exact
solution is:

L B O .
uex(x,y,z)—z(x +y)E" =1 +1inQ (45)

fex(z) =2 — 272 on A. (46)

In particular we consider Neumann boundary conditions on d€2 and 9€2_, whereas
Dirichlet boundary conditions are imposed on 9€2;. Dirichlet boundary conditions
equal to 1 are imposed at segment endpoints.

The obtained solution is shown in Fig. 1: on the left, the 3D solution is shown
on a portion of the domain, whereas, on the right, the solution U on the y — z plane
containing the z-axis is plotted along with the solution U, with solution values reported
along the x-axis. The mesh used for this solution has parameters 2 = 0.083, Su =1,
dp = 0.5 and éx = 0.5, corresponding to N = 4155 DOFs in the cube and N =57
DOFs on the segment. R R

Errors indicators £;2, £x1 are chosen for the 3D solution and £;2 and £ for the
1D problem, defined as:

||Mex—U||L2(Q) ||Mex—U||H1(Q)

o= O g = THE
uexllr2(q) lttex || 51 ()

= ||’:lex—U||L2(A) = ||ﬁex—U||Hl(A)

2=~ H = % 7
||uex||L2(A) ||”ex||H1(A)

Figure 2 displays the convergence trends for the above quantities against mesh
refinement. Four meshes are considered, obtained by choosing 2 = 0.208, 0.131,
0.083, 0.052, which correspond to N = 257, 1026, 4155, 16545 DOFs and N =
15,29, 57, 88 DOFs, respectively. The parameters 3,, = 1land §p = 8§y = 0.5 are
fixed for all cases, hence a 3D mesh refinement induces a refinement of all the 1D
meshes. Expected convergence rates are obtained for the above indicators. Indeed,
given the regularity of the solution on the 3D and 1D domains, convergence rates
close to 2/3 for £; 2 against N and 1/3 for 51 against N are observed, corresponding
to the optimal values for 3D linear finite elements, and a rate of about 2 for g 12 against
N and of about 1 for &, 1 against N are achieved, corresponding to the optimal values
for 1D linear finite elements.

Two additional error indicators are instead considered for the interface variables
Vp and Wy as:

fD _ |tiex — ‘I’D||L2(A) gz _ [liex — "I’Z||L2(A)
v litexll2a) llitexll 22 a)

where Epllexy = Ypllex = uex(R z). The values of these errors indicators on the same

meshes considered before, are reported in Fig. 3, on the left for 5 gD and, on the right,

for 5 . Despite no expected values are available for such mdlcators, the graphs clearly
show that the control variables converge to the corresponding exact counterparts.
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1
10 \ d
: D
10 2
T n
o O
41072 2
3 w3
W W 103
ST (o}
&2, conv. rate=0.6668 —é;,_:. conv. rate=-1.9967
e Ep1, cONV. rate=-0.3173 &1, conv. rate=-0.9793
1073 P 104 »)
10% 10° 10* 20 40 60 80
N N

Fig.2 TPI: trend of the L2 and H'-norms of the relative errors under mesh refinement. On the left: error
on the cube with respect to (45); on the right: error on the segment with respect to (46). Other parameters:
oy =1,8p =8y =05

Figure 4 shows the trend of the condition number of matrix /C, defined in (37), under
the variation of the 1D-mesh parameters. On the left the conditioning is plotted under
the variation of § p and for different values of Su , while a constant §x = 0.5 is used; on
the right §y, varies instead, while §p = 0.5 is fixed, again for Sy ranging between 0.05
and 2. In both cases we can observe how, in general, at the increase Sus slightly higher
conditioning values are registered, with some exceptions for very small values of the
parameter. In all cases, however, the impact of this parameter is quite marginal on the
conditioning of the system. Looking at the left plot we can see that the value of §p has
no impact on the conditioning. Looking instead at Fig. 4 on the right, it can be noticed
that 8y has a larger impact on the conditioning, but only if very small values are used,
and, at the same time, a value Su > §y is chosen; in these cases an increase of up to
two orders of magnitude in the conditioning is observed. However, for §x > 0.2 the
effect of 6y on the conditioning becomes almost irrelevant, independently from the
choice of the other parameters. The behaviour here observed is quite different from the
one observed in [1], where a larger effect of the mesh parameters on the conditioning
was instead observed. Further, system (43) is known to be even better conditioned

10

{ >10-3
{wy {’dd 10

e CONV. TAtE=-2.1426)|

e CONV. Tate=-1.7998]

1074
10 20 30 40 10 20 30 40

Np Ny
Fig. 3 TP1: trend of the error indicators for W and Wy under mesh refinement. On the left ED on the
right 55 Other parameters: Su=1, §p =38y =05
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%107

108

8, = 0.05

=0.20 107

10°

cond(K)
cond(K)

, = 2.00

10*
0

op

Fig.4 TP1: trend of the conditioning of the KKT system under the variation of the 1D mesh parameters.
On the left variable § p and different values of u while §5; = 0.5. On the right variable 8y, and §p = 0.5.
In both cases & = 0.083

than the corresponding system (37), [19]. For this simple example it is possible to
explicitly compute matrix M. Its conditioning is plotted in Fig.5, against variations
of the 1D mesh parameters. Trends similar to the ones of Fig.4 are observed and the
behaviour is almost the same for all the values of Su considered, but the conditioning
of M is, in general, between 4 and 5 orders of magnitude smaller than the one of /C.
This is expected to have a positive impact on the number of iterations of the conjugate
gradient scheme, with few iterations required to reach the prescribed tolerance even
without the use of a preconditioner. The analysis of the performances of the proposed
iterative solver is deferred to the last example here proposed, in which a more complex
setting is considered.

10° 5, = 0.05
5, = 0.10
5, = 0.15
5, =0.20
5, = 0.40
5, = 0.80
5, = 1.20
, = 1.60
5., = 2.004

cond(M)
cond(M)

dp dy

Fig.5 TPI: trend of the conditioning of system (43) under the variation of the 1D mesh parameters. On the
left variable  p and different values of Su while §y; = 0.5. On the right variable 8y, and §p = 0.5. In both
cases h = 0.083
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7.2 Test Problem 2 (TP2)

For this numerical example we consider a set of 19 inclusions of radius R =102,
whose centerlines intersect in 9 points. The resulting network is embedded in the
same cube of edge [ = 2 considered in Test Problem 1. We impose homogeneous
Dirichlet boundary conditions on all the faces of the cube and at the dead ends of
the network which intersect the cube at its top and bottom faces, as shown in Fig. 6.
Homogeneous Neumann boundary conditions are imposed at segment endpoints lying
inside the cube. For what concerns problem coefficients we consider K = 1, f =0
and K; =100, g; = 100, B; = 5¢ —2,Vi =1, ..., 19.

The problem is solved both with the method proposed in this article and with a
different approach in which no auxiliary variables are introduced. The following 3D-

1D coupled problem is derived from (7)-(8): find (u, ) € Vp x V such that:

(KVM: VU)LZ(D) + (Ir()lﬁﬁ’ ij)LZ(A) - (lr()lﬁﬁv ’D)LZ(A) = (f7 U)LZ(D)
VveVD,ﬁGV:yrvzgrzv)
dii dv

=, E)LZ(A) + (IPOIB D) 12, — (ITOIBIE D) 120, = IEOIE. D)r20a)

which, after discretization yields the following global system

A -B|[U| _[f
BT A ||U]| |¢g
where the nomenclature is the same of Section 5 and the new matrix B is defined as

B =By, Bs, ..., Br] € RV*V

1.9e+00

g18 1.4
1.2

—08
/ -~ 06

| 0:2
l t 0.0e+00
4

Y

Fig. 6 TP2: Solution obtained on the centerlines of the inclusions for 4 = 0.083, Su =landdp =8y =
0.5. The point marked in blue identify homogeneous Dirichlet boundary conditions
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with
B; € RVNi gt (B = / Pk, @i ds.

We will refer to this method as “coupled” and we will use it as a comparison term for
our approach, which, instead, will be labelled as OPT (optimization based). The results
shown in the following are obtained by considering a 3D mesh, non conforming to the
inclusions, with & = 0.083 and N = 3320 and a 1D mesh with §, = 1, corresponding
to N = 234 DOFs. Parameters ) = 8y, = 0.5 are used in the OPT approach. Figure 6
reports the solutions obtained with both approaches on the network of segments, while
Fig.7 on the right proposes a comparison of the solutions on two selected segments
(marked in Fig. 6), showing an almost perfect agreement. Figure 7 on the left, instead,
reports the solution U obtained inside the cube on three different planes, located at
z=—0.5,z =0and z = 0.5 and all parallel to the x — y plane. Even in this Figure
the solutions obtained with both the approaches are shown and appear to be almost
perfectly overlapped.

In Figs.8 and 9 the influence of the permeability coefficient 8 and of the trans-
missivity of the inclusions K is investigated. In Fig.8, left, the 1D solution & and
the control variable Wp are compared on segment 4 for K = 100, as in the previous
simulations, and for values of § = 0.05, 500. Figure 8, right, instead, compares the
3D solution obtained again for K = 100 and B = 0.05, 500, on the plane (x, y, 0).
As expected (see e.g. the analysis in [17]), for the lowest value of 8, the 1D solution
and Wp, corresponding to the trace of the 3D solution, are different, thus yielding a
discontinuous solution. On the other hand, the distance between the 1D solution and
the trace of the 3D solution gets much smaller for § = 500 (Fig. 8, left). Also, for
B = 500, the effect of the inclusions on the 3D solution is stronger, as highlighted in
Fig. 8, right. In Fig. 9 the same quantities are reported for K = 1 and, again, values of
B = 0.05, 500. Also in this case, the solution tends to become continuous at the inter-
face when g is large, (Fig.9, left). Figure 9, right, shows that, in this case, the impact
of the presence of the segments on the overall 3D solution is similar for 8 = 0.05
and B = 500, since the transmissivity properties are the same in the 3D and in the 1D

- T 1.9e+00 1.95
VvVl 11 e R 7 BV
! s . Seg4 - OPT
T 1.85 ~Seg18 - coupled
d i +Seg18 - OPT
05 .
175
K 006400
1.7
50003 165
— Loo 16
0.003 1.55
oo 15
| J 0001 1.45
P | 0.0e+00 14
vx 135

0 004 008 072 0.6 02 024 028 032 036 04
Segment length

Fig. 7 TP2: On the left: solutions with OPT and coupled methods obtained on the inclusions and inside

the cube on three different planes parallel to the x — y plane and located at z = —0.5,z = 0 and z = 0.5.

Solution amplified by a factor 50 with respect to domain size; on the right: comparison of the solution on

two selected segments with the OPT and the coupled methods
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Segd - OPT

=B=0.05-0
2 *B=10.05 - Yp
=B=500-0d
! +B=500-Yp
05 | g 25002 2
lee
= 10015 %
o oo £
0.005 8
3
005 000400 %
0.02
0.01 50003
0.005 ' 0004 g
eeesssessssscssstccsscscnnssssscssssssascsenesasss ooy &
0.002 oo &
0.001 o001 1
“Y0 004 008 012 016 02 024 028 032 036 0.0e+00

Segment length

Fig.8 TP2, K = 100: On the left: comparison between i and Wy, on segment 4 for 8 = 5e — 2 (full and
dotted red lines) and 8 = Se + 2 (full and dashed green lines); on the right: solution on the plane (x, y, 0)
for B = 5e — 2 (solid surface) and 8 = Se + 2 (transparent surface). Both solutions amplified by a factor

of 50 in the right Figure

domains (K = K = 1). We remark how the forcing term inside the inclusions is kept
equal [ to g; = 100Vi =1, ..., 19. Given the chosen boundary conditions, the choice
f = g; = 0 would lead instead to a constant zero solution both in the 3D and in the

1D domain.

7.3 Conjugate gradient test (CGtest)

We now consider a more complex numerical example, characterized by the presence
of multiple intersecting inclusions. The setting of this example might be considered as
realistic of a living tissue with a network of vessels. The purpose of the present example
is to test the performances of the proposed solving strategy and preconditioner in a
realistic setting. In particular we consider the domain of Fig. 10, where 873 segments
organized into two connected clusters are immersed in a cubic domain €2 of edge
| = 2, as considered in the previous examples. On the faces of the cube we consider
Neumann boundary conditions, namely KVu - n = 2 - 107>, with n denoting, in

Segd4 - OPT -

0.05-4d

0.05 - Wp
-d

500 - Wp

o

o
=3
23

T WR

0.2
0.1
0.05|
0.02
0.01
0.005,

0.002
0.001
0.0005,

0.0002
0.0001

0 004 008 012 016 02 024 028 032 036
Segment length

Fig.9 TP2, K = 1: On the left: comparison between i and Wy, on segment 4 for B = 5S¢ — 2 (full and
dotted red lines) and 8 = 5e + 2 (full and dashed green lines); on the right: solution on the plane (x, y, 0)
for B = 5e —2 and B = Se + 2 (almost superposed). Both solutions amplified by a factor of 1000 in the

right Figure
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&Z
Y

&

Fig. 10 CGtest: Representation of the problem geometry. The blue spheres highlight the Dirichlet boundary
conditions at the inlets of the two networks

this case, the outward pointing unit normal vector to d<2. At the inlets of the two
networks, i.e. the segment endpoints lying on the face z = —1, we impose Dirichlet
boundary conditions equal to 5- 1073, and at all other segment endpoints we consider
homogeneous Neumann conditions. Problem data are as follows:

K=2-10"% = f(x,y,2)=0, K=3-10", 3=0 pg=1-10"%

The cluster of segments of this example is composed by many segments of small
length, compared to domain size. Thus, a set of simulations is performed by varying
both parameter & of the 3D mesh and parameters 6p and &y of the 1D meshes, in
order to control the meshsize independently, being, instead, Su = 1 fixed. The values
of the parameters used in the simulations are reported in the first three columns of
Table 1, whereas the fourth column reports the number of DOFs of the variables Wp
and Wy, corresponding to the size of the system (43). The coarsest and the finest mesh
combination considered are shown in Fig. 11, whereas the solution on the finest mesh
isreported in Fig. 12, on the left for the 1D network and on the right for the 3D solution

Table 1 CGtest: mesh parameters, DOFs and corresponding CG iterations. In brackets value of the relative
residual which defines the stopping criterion. For all the considered cases §; = 1

h 5p 8 Np+Ny €G;1Y  ¢6;,10"  pcG; 19 pcg;, 107
0208 05 05 3650 39 57 33 03
0.131 1.0 1.0 6344 48 67 35 46
0083 1.5 1.5 12428 47 68 36 48
0052 20 20 21256 44 61 37 49
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h =0.052,6p =06y =05

on three planes orthogonal to the z-axis. The remaining columns of Table 1 report the
number of iterations required by the conjugate gradient scheme to solve system (43)
up to a relative residual of 10~® or 10~°, without using a preconditioner (columns
CGit"0 and €G;,197") or using preconditioner (44) (columns PCG;;1%™" and
PCG;;10),

It can be seen that, in all cases, the number of iterations is small compared to
the number of unknowns, and it only marginally grows as the stopping tolerance is
reduced. The use of the preconditioner allows to further reduce the number of iterations,
the obtained reduction ranging between 15% and 30%. It is to be highlighted that the
proposed preconditioner can be obtained and applied at a very low computational cost,
as it only requires to solve local 1D problems and can be computed and used in parallel.
The effectiveness of the proposed solving approach reflects the good conditioning of
the obtained system, as it was pointed out in Test Problem 1.

Fig. 12 CGtest: on the left, solution obtained inside the inclusions; on the right, solution obtained in the
cube on three different planes perpendicular to the z-axis, namely z = —0.5,z = 0O and z = 0.5. Parameters:
h=0.052,8p =08y =2,6, =1
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8 Conclusions

A PDE constrained formulation for 3D-1D coupled problems with discontinuous solu-
tion at the interfaces has been derived and proposed. The approach is based on the
introduction of unknown interface variables to decouple the 3D and 1D problems and
on the minimization of a cost functional to enforce interface conditions. The prob-
lem is discretized resorting to standard finite elements on non conforming meshes
independently set on each subdomain. Well posedness results for the discrete prob-
lem are obtained independently of the choice of the mesh parameters of the various
domains. The proposed test on a problem with known analytical solution shows that
optimal convergence trends of the error are obtained for both the 3D and 1D solu-
tion. Also the linear system corresponding to the application of the method appears
to be well conditioned for a wide range of choices of the mesh parameters. The
examples on more complex domains reveal the applicability of the method to real-
istic configurations and also the good performances of the proposed gradient-based
solver. Directions for future work include the development of error estimators, also
in view of mesh adaptivity. The representation of the solution near the inclusions can
be improved also by introducing local additional basis functions, as in the extended
finite element method. Time dependent simulations of realistic problems will be
addressed.

Acknowledgements Computational resources are partially supported by SmartData@polito.
Author Contributions The authors equally contributed to the present work.

Funding Open access funding provided by Politecnico di Torino within the CRUI-CARE Agreement. The
author S.B. kindly acknowledges partial financial support provided by PRIN project “Advanced polyhedral
discretisations of heterogeneous PDEs for multiphysics problems”
(No. 20204LN5N5_003) and by PNRR M4C2 project of CN00000013 National Centre for HPC, Big
Data and Quantum Computing (HPC) (CUP: E13C22000990001). The author S.S. kindly acknowledges
partial financial support provided by INJAM-GNCS and that this publication is part of the project NODES
which has received funding from the MUR-M4C2 1.5 of PNRR with grant agreement no. ECS00000036.

Availability of supporting data The datasets generated during and/or analysed during the current study are
available from the corresponding author on reasonable request.

Declarations

Ethical Approval Not Applicable.
Conflict of interest The authors declare that they have no competing interests.

OpenAccess Thisarticleis licensed under a Creative Commons Attribution 4.0 International License, which
permits use, sharing, adaptation, distribution and reproduction in any medium or format, as long as you give
appropriate credit to the original author(s) and the source, provide a link to the Creative Commons licence,
and indicate if changes were made. The images or other third party material in this article are included
in the article’s Creative Commons licence, unless indicated otherwise in a credit line to the material. If
material is not included in the article’s Creative Commons licence and your intended use is not permitted
by statutory regulation or exceeds the permitted use, you will need to obtain permission directly from the
copyright holder. To view a copy of this licence, visit http://creativecommons.org/licenses/by/4.0/.

@ Springer


http://creativecommons.org/licenses/by/4.0/

Numerical Algorithms

References

10.

11.

12.

13.

15.

16.

17.

18.

19.

20.

. Berrone, S., Grappein, D., Scialo, S.: 3d—1d coupling on non conforming meshes via a three-field

optimization based domain decomposition. Journal of Computational Physics 448, 110738 (2022).
https://doi.org/10.1016/.jcp.2021.110738

. Cattaneo, L., Zunino, P.: A computational model of drug delivery through microcirculation to compare

different tumor treatments. Int J] Numer Method Biomed Eng 30, 1347-1371 (2014). https://doi.org/
10.1002/cnm.2661

. Cerroni, D., Laurino, F., Zunino, P.: Mathematical analysis, finite element approximation and numerical

solvers for the interaction of 3d reservoirs with 1d wells. GEM - International Journal on Geomathe-
matics 10(1) (2019)

. D’Angelo, C.: Finite element approximation of elliptic problems with dirac measure terms in weighted

spaces: applications to one- and three-dimensional coupled problems. SIAM J. Numer. Anal. 50(1),
194-215 (2012)

. D’Angelo, C., Quarteroni, A.: On the coupling of 1d and 3d diffusion-reaction equations. application

to tissue perfusion problems. Math. Models Methods Appl. Sci. 18, 1481 — 1504 (2008)

. Gjerde, 1., Kumar, K., Nordbotten, J.: A singularity removal method for coupled 1d—3d flow models.

Comput Geosci 24, 443-457 (2020). https://doi.org/10.1007/s10596-019-09899-4

. Gjerde, 1.G., Kumar, K., Nordbotten, J.M.: Well modelling by means of coupled 1d-3d flow models.

In: ECMOR XVI - 16th European Conference on the Mathematics of Oil Recovery (2018)

. Gjerde, Ingeborg G., Kumar, Kundan, Nordbotten, Jan M., Wohlmuth, Barbara: Splitting method for

elliptic equations with line sources. ESAIM: M2AN 53(5), 1715-1739 (2019). https://doi.org/10.1051/
m2an/2019027

. Heltai, L., Caiazzo, A.: Multiscale modeling of vascularized tissues via nonmatching immersed meth-

ods. International Journal for Numerical Methods in Biomedical Engineering 35(12), 3264 (2019).
https://doi.org/10.1002/cnm.3264

Koch, T., Heck, K., Schroder, N., Class, H., Helmig, R.: A new simulation framework for soil-root
interaction, evaporation, root growth, and solute transport. Vadose Zone Journal 17(1), 170210 (2018).
https://doi.org/10.2136/vzj2017.12.0210

Koch, T., Schneider, M., Helmig, R., Jenny, P.: Modeling tissue perfusion in terms of 1d—3d embedded
mixed-dimension coupled problems with distributed sources. Journal of Computational Physics 410,
109370 (2020). https://doi.org/10.1016/].jcp.2020.109370

Koppl, T., Vidotto, E., Wohlmuth, B.: A 3d—1d coupled blood flow and oxygen transport model to gen-
erate microvascular networks. International Journal for Numerical Methods in Biomedical Engineering
36(10), e3386 (2020). https://doi.org/10.1002/cnm.3386

Koppl, T., Vidotto, E., Wohlmuth, B., Zunino, P.: Mathematical modeling, analysis and numerical
approximation of second-order elliptic problems with inclusions. Mathematical Models and Methods
in Applied Sciences 28(05), 953-978 (2018). https://doi.org/10.1142/50218202518500252

. Kuchta, M., Laurino, F., Mardal, K.A., Zunino, P.: Analysis and approximation of mixed-dimensional

pdes on 3d—1d domains coupled with lagrange multipliers. STAM Journal on Numerical Analysis 59(1),
558-582 (2021). https://doi.org/10.1137/20M 1329664

Laurino, F., Zunino, P.: Derivation and analysis of coupled pdes on manifolds with high dimensionality
gap arising from topological model reduction. ESAIM: M2AN 53(6), 2047 — 2080 (2019)

Llau, A., Jason, L., Dufour, F., Baroth, J.: Finite element modelling of 1d steel components in reinforced
and prestressed concrete structures. Engineering Structures 127, 769-783 (2016). https://doi.org/10.
1016/j.engstruct.2016.09.023

Martin, V., Jaffré, J., Roberts, J.: Modeling fractures and barriers as interfaces for flow in porous
media. SIAM Journal on Scientific Computing 26(5), 1667-1691 (2005). https://doi.org/10.1137/
S$1064827503429363

Notaro, D., Cattaneo, L., Formaggia, L., Scotti, A., Zunino, P.: A Mixed Finite Element Method for
Modeling the Fluid Exchange Between Microcirculation and Tissue Interstitium, pp. 3—25. Springer
International Publishing (2016). https://doi.org/10.1007/978-3-319-41246-7_1

Pestana, J., Rees, T.: Null-space preconditioners for saddle point systems. SIAM Journal on Matrix
Analysis and Applications 37(3), 1103-1128 (2016). https://doi.org/10.1137/15M1021349

Schroder, N., Javaux, M., Vanderborght, J., Steffen, B., Vereecken, H.: Effect of root water and solute
uptake on apparent soil dispersivity: A simulation study. Vadose Zone Journal 11(3), vzj2012.0009
(2012). https://doi.org/10.2136/vzj2012.0009

@ Springer


https://doi.org/10.1016/j.jcp.2021.110738
https://doi.org/10.1002/cnm.2661
https://doi.org/10.1002/cnm.2661
https://doi.org/10.1007/s10596-019-09899-4
https://doi.org/10.1051/m2an/2019027
https://doi.org/10.1051/m2an/2019027
https://doi.org/10.1002/cnm.3264
https://doi.org/10.2136/vzj2017.12.0210
https://doi.org/10.1016/j.jcp.2020.109370
https://doi.org/10.1002/cnm.3386
https://doi.org/10.1142/S0218202518500252
https://doi.org/10.1137/20M1329664
https://doi.org/10.1016/j.engstruct.2016.09.023
https://doi.org/10.1016/j.engstruct.2016.09.023
https://doi.org/10.1137/S1064827503429363
https://doi.org/10.1137/S1064827503429363
https://doi.org/10.1007/978-3-319-41246-7_1
https://doi.org/10.1137/15M1021349
https://doi.org/10.2136/vzj2012.0009

Numerical Algorithms

21. Steinbrecher, I., Mayr, M., Grill, M., Kremheller, J., Meier, C., Popp, A.: A mortar-type finite element
approach for embedding 1d beams into 3d solid volumes. Comput Mech 66, 1377-1398 (2020). https://
doi.org/10.1007/s00466-020-01907-0

22. Tornberg, A.K., Engquist, B.: Numerical approximations of singular source terms in differential equa-
tions. Journal of Computational Physics 200(2), 462-488 (2004). https://doi.org/10.1016/j.jcp.2004.
04.011

Publisher’s Note Springer Nature remains neutral with regard to jurisdictional claims in published maps
and institutional affiliations.

@ Springer


https://doi.org/10.1007/s00466-020-01907-0
https://doi.org/10.1007/s00466-020-01907-0
https://doi.org/10.1016/j.jcp.2004.04.011
https://doi.org/10.1016/j.jcp.2004.04.011

	A PDE-constrained optimization method for 3D-1D coupled problems with discontinuous solutions
	Abstract
	1 Introduction
	2 Notation and formulation of the fully 3D coupled problem
	3 Variational formulation of the 3D-1D problem
	4 PDE-constrained optimization problem
	5 Discrete matrix formulation
	6 Solving strategies
	7 Numerical results
	7.1 Test1
	7.2 Test Problem 2 (TP2)
	7.3 Conjugate gradient test (CGtest)

	8 Conclusions
	Acknowledgements
	References


