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Summary The ground state for the Neumann realization of the
Schrédinger operator for constant and sufficiently large magnetic field
presents a localization in the boundary of the domain and particularly
in the corners where the angle is minimum. As the solution decreases
exponentially fast away of the corner, it is rather difficult to catch it
numerically. A natural idea is to try using a mesh refinement method
coupled to a posteriori error estimates. The purpose of this paper is
to provide such an estimator adapted to the problem.
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1 Introduction

A lot of papers have already been devoted to the Schrodinger opera-
tor with magnetic field among which we can quote those of Bernoff-
Sternberg [7], Lu-Pan [21], Helffer-Morame [16] in the case of regular
domains. Our goal is to establish similar results in a domain with
edges. Physicists such as Brosens, Devreese, Fomin, Moshchalkov,
Schweigert and Peeters and mathematicians like Jadallah and Pan
contributed to the study of this problem in recent literature [13,19,
24,26]. A more general theoretical study can be found in [8,9,11]
where we prove the exponential decay of the ground state outside
corners with smallest angle for a constant and large magnetic field,
we analyze the behavior according to the smallest angle and we give
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an asymptotics of the eigenvalue for angle tending to 0.

In order to have a deeper understanding of the behavior of the first
eigenpair according to the geometry of the domain, we employ numer-
ical tools based on finite elements method. Since the first eigenvector
decreases exponentially fast away of the smallest corner and is local-
ized in a small neighborhood of the boundary, a numerical study is
quite difficult and the problem badly conditioned. So it is necessary
to find a criterion which determines, using only computed numeri-
cal solution and data of the problem, the spatial form of the error
between numerical and exact solution. The fundamental tool is the
a posteriori error estimator which allows to be more specific about
local error and permit to adopt adaptive mesh-refinement techniques.

A posteriori error estimators have been studied in several domains.
Maday, Patera and Peraire [23] propose a general formulation for
a posteriori bounds for the eigenvalue problem but they consider
uniform meshes. Their techniques are inefficient to use adaptative
mesh refinement because they do not compute local error. For the
Schrodinger operator with magnetic field, [11] proves that the first
eigenvectors are localized in the boundary ; therefore adaptative mesh
refinement techniques seem to be appropriate to gain computation
time and for this, we need local error estimates. In this spirit, we
can quote works of Babuska [2,4]|, Bernardi-Métivet [5], Bernardi-
Métivet-Verfiirth [6], Larson [20] who proposes a posteriori error esti-
mates for the Laplacian operator with Dirichlet boundary conditions
which can be extended to operators such szzl Oz, (aij(7)0x;) +b(x)
with Robin boundary conditions, Maday-Turinici [22] who work more
specifically about the nuclear hamiltonian. Some of these articles are
based on the work of Verfiirth [27] who tries to make a more sys-
tematic analysis of any problem. He begins with the Poisson equa-
tion with mixed boundary conditions and pursues with the nonlinear
equation F'(u) = 0. This permits to determine a posteriori error es-
timates for quasi-linear equations of second order or some eigenvalue
problems for operators like =V - (AV) + d (cf Proposition 3.10 and
Proposition 3.17 in [27]). We pursue in this way for another frame-
work of operators and propose in this paper a posteriori error es-
timates in the case of the Neumann realization of the Schrodinger
operator with constant magnetic field based also on the Verfiirth
techniques [27]. These estimates are able to give global and local in-
formation on the error of the numerical solution and so are efficient
for using adaptative mesh refinement. We notice also that we obtain
better estimates than Verfiirth since the gap for the eigenvalue is of



A posteriori error estimator for the Schrodinger operator 3

the order of the square of the estimate for the eigenvector, and so
keep the same order of convergence as for a priori estimates (cf [3]).
Heuveline-Rannacher [17] also deal with a posteriori error estimates
for a convection-diffusion problem with a Galerkin finite element ap-
proximation of the problem. These estimates are based on the dual
eigenvalue problem. We propose an easier formulation of a posteriori
error estimates without using the dual problem.

This paper consists of two major parts. In Section 4, we adapt
techniques of Verfiirth. In order to do that, we use a functional F
whose definition and study are developed in Section 3.2. To deal with
this functional, we need an estimate of the gap between the numerical
solution and the exact solution. This point is analyzed in Section 3
where Theorem 3.1 recalls classical a priori error estimates for the
eigenvalue problem. Proofs of this result can be found in [3,11]. Let
us begin with some notations in Section 2.

2 Notation and results
2.1 Physical problem

Let £2 be a bounded, open and polygonal set in R?. We denote by I’
the boundary of {2 and v the unit outer normal where it is well de-
fined. We consider the magnetic potential A with a constant magnetic
field B defined by

A= g(xg,—m). (2.1)

We are interested in the Neumann realization of —(V — i.4)? from
Cs°(2), which is the restriction to §2 of the functions in C*°(R?)
with a compact support. We define the sesquilinear form a in the
form domain

YVi= HY(92) = {u € L*(2)|Vqu € L*(2)} with V4: =V —iA,
(2.2)
by

a(u,v) :/ Vau-Vvde, Yu, v € H}4(Q) (2.3)
Q

The sesquilinear form a is semi bounded from below and so a admits
a unique self-adjoint extension —A 4: = —Vi‘ defined on the domain

DN(_AA): = {u € Hh([))‘ V?ﬁlu € L2(Q)v V- Vaup,,. = 0} J
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where 9£2* denotes points of the boundary of {2 where the unit out-
ward normal is well defined. Furthermore, due to integration by parts,
the following relation holds

Vu € DV (=Ay), Yo €Y, (=Auau,v) 2y = a(u,v). (2.4)

For every open set w of £2, we denote by ~ the boundary of w, L?(w),
H!(w) and H%(w) the Sobolev spaces with the norms

1/2
18]l = { T daz} , (2.5)

1/2
loll = { [ (072 + 1900 ach 26)

1/2
lollir = { [08 + 1908 + 1950 s}~ (2)

Remark 2.1 As §2 is bounded, the norms || ||1(,) and || HH}“(M) are
equivalent, like the norms || |[f2(,) and || ||H,24(W)'

Our goal is to determine the ground state for the operator —A 4.
Before being more specific about the first eigenvalue, we give the weak
formulation to the eigenvalue problem, denoting by X: =R x Y :

/ VAU-VAU:)\/ uv,
Find (A, u) € X s.t. V(p,v) € X, $2 , 2 (2.8)
lu|* = 1.

We denote by (A, ug)r the solution of (2.8) with
0</\1 S)\QS )\k

We omit the index 1 when there is no confusion. The min-max prin-
ciple gives the expression of A\; by
HVAUH%2(Q)

A= inf _—. (29)
veHY (£2),v#0 HUH%2(Q)

Due to spectral theory, we know that if (A, u) is solution of (2.8),
then u € DN(—A4) and v € H?(£2) as soon as 2 is bounded.

Remark 2.21t is proved in [11] that the bottom of the spectrum of
—A 4 is simple if {2 has only one corner with a smallest angle a with
a small enough. We think that A; stays simple as soon as « is acute
but it is not proved for the time being. From now, we assume that
the smallest eigenvalue A is simple.
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We can not determine an exact solution of (2.8), so we look for a
numerical solution and want to determine the gap between the exact
solution and the approximate solution given by the finite elements
method. We use the same notations as Verfiirth [27], p. 7-8. Let 7y,
h > 0 be a family of triangulations of (2 satisfying the conditions :

1. Any two triangles in 7 share at most a common complete edge
or a common vertex.

2. The minimal angle of all triangles in the whole family 7}, is bounded
from below by a strictly positive constant.

Let Yj,: = P*(73,) be the space of all continuous piecewise polynomial
function of degree k. We denote by X;:= R x Y} and consider the
following eigenvalue problem

Find ()\h,uh) € Xy, s.t.

Vqup -V qvp, = /\h/ ULV,
V(pn, vn) € Xp, § 72 « (2.10)
/ |uh|2 =1,
Q

We denote by (A, urn)i the solution of (2.10) with

0<Ain < Aon < ... Aph.

We omit the index 1 when there is no confusion. The min-max prin-
ciple allows to write the approximate bottom of the spectrum by

[V 40| |%2(Q)

Ap = in 5
VR EPF(Tp),up#0 thHL?(Q)

(2.11)

For (Mg, ux) and (g, uk,n) respectively solution of (2.8) and (2.10),
we want to estimate the gap [Ax — Ara| and [Jug — ug pl[12(0)-

2.2 Notation

For any element T' of the triangulation 75, we denote by £(T') and
N(T) the set of its edges and vertices respectively and we define

Eni= U E(T) and Np,: = U N(T).

TeTy, Te€T,

For T € 7, and F € &, we define pp, hy and hg their radius of
inscribed circle, diameter and length, respectively. We assume hr,
hg < h. We remark that if the triangulation satisfies the condition
2, then the ratio Z—E and :—; are bounded from below independently
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of h for every T, T" € T, such that N(T) NN (T") # 0, and for every
E € E(T). We split &, and N}, as follow :

En = EnnU &L r and N, = Nhﬂ UNhI,
with :
gh’g:: {E S gh‘E C Q}, gh,F3: {E € 5h’E C F},

Nh7():: {:C S ./\/’h’l" S Q}, ./\/‘hyp:z {x S Nh|$ S F}.

For any E € &, we denote by NV (E) the set of its vertices. For T' € 7p,,
E € &, and © € N}, we define :

wr:= U T' :  elements with common edges with T,
E(T)NE(T)#D

wg= U T - elements which admit E as edge,

Be&(T)

wr:= U T' :  elements with a common vertex with T,
N(T)ON (T £0

WE: = U T’ . elements with a common vertex with F.
N(E)N(T")£0

For any edge E € &, we associate a unit vector ng (equal to v if
E CT). Forany E € &, and ¢ € L?(wg) such that ¢, is contin-
uous on 1" for any 7" C wg, we denote by [¢]g the jump of ¢ across
F in the direction ng.

We now recall a property of the interpolation operator of Clément
or Scott-Zhang, denoted by I, and developed in [15,12,25]. This in-
terpolation Ij, sends H'(£2) onto P*(7},).

Lemma 2.1 There exists a constant ¢ which depends on the regu-
larity parameter of the triangulation, such that for any u € H'(£2),
TeT, and E €&, :

lu — Inull L2y < chrllull g @y, (2.12)
llw = Tnull 2y < chidlul | ) (2.13)

2.8 Main result

For any (A, u), (u,v) € X, we define
1/2
IO )= LN+l By b (2.14)

<F(>‘7u)7 (M,U» = /

(VAu.VAv—)\uv)dx+,u</ |u]2d$—1>-
2 2

(2.15)
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Our goal is to find (A, u) € X and (Mg, up) € Xp, with the smallest A
and )y, such that :

Y(u,v) € X, (F(\uw),(p,v)) =0, (2.16)
V(tns vn) € Xy (F'( Ay un), (n,vn)) = 0. (2.17)

We introduce the a posteriori error indicator

g = hQT/ |~V — nun|” + > hE/ [ne - Vaulel®.
T EE€E(T)NER. 0 E
(2.18)
As we see in the following theorem, the estimator nr has a funda-
mental role to see if we are close to the exact solution or not and to
increase accuracy of the numerical solution :

Theorem 2.1 Let (A, u) € X be a solution for the problem (2.16) and
(An,up) € Xy be a solution for the problem (2.17) such that A and A\p,
are the smallest eigenvalues of the continuous and discrete operators.
Then, there exist hg > 0 and constants c¢1, co which depend only on
the reqularity parameter of the triangulation such that for all h < hy :

a Y mp <=l <e Y 0, (2.19)
TeT), TeT,
c1 Z 77% < Hu—uhH%{}A(Q) < Z 77%. (2.20)
TeTy, TeT,

Remark 2.3 Theorem 2.1 holds also for any simple eigenvalue Ay :
there exists R > 0 such that if (A p,uxp) is a solution of (2.17) with
H()\k — )\kﬁ,uk — uk,h)HX S R, then (2.19) and (2.20) hold.

Estimates (2.19) and (2.20) are better than those of Verfiirth where
the gap for the eigenvalue and the eigenvector have the same order.

2.4 Scheme of the proof of Theorem 2.1

We want to use the same scheme as Verfiirth [27], p. 81-84 for the
eigenvalue problem for the operator —V - (AV) + d with a Dirichlet
boundary condition. The fundamental point is to study the functional
F and particularly, we have to find a neighborhood of (A, u) € X on
which the differential of F' denoted DF' is invertible. We will use
DF to estimate the gap between F(\,u) and F(Ap,up,) and for this,
we first recall an a priori estimate in Section 3 of [|u — wp||. This is
the great difference between our problem and examples presented by
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Verfiirth because our problem is not linear and we can’t use classi-
cal argument like Cea’s Lemma. Therefore, we propose a priori error
estimate appropriate for —A 4. The study of the functional F' is pre-
sented in Section 3.2 and will be used to follow the same techniques
as Verfiirth in Section 4 to give an a posteriori error estimate.

3 A priori estimates and applications to the study of F
3.1 A priori estimates

We just recall a priori error estimates proposed by [3]. We notice
that in our case, we obtain easily these estimates (cf [11]) by the
self-adjointness of the operator. Indeed, the Neumann realization of
the Schrédinger operator —A 4 with constant magnetic field is self-
adjoint with compact resolvent and so we can decompose each func-
tion of DV (—A4) in an orthogonal basis of eigenvectors to obtain the
following theorem.

Theorem 3.1 There exists a constant C > 0 such that for solutions
(Aksur) and (N p, uk,p) of the continuous problem (2.16) and the dis-
crete problem (2.17) respectively, with Ay, simple, the following upper
bounds hold :
luk = ur,pll gy (0) < Ch,
Ak — An| < CR2.

3.2 Study of the functional F

Let us give some properties of the functional F' :

Lemma 3.1 Let (A, u) € X be the solution of problem (2.16), then
the differential DF (X, u) is an isomorphism from X onto X*.

Proof We begin with the calculus of the differential DF' at the point
(M u). Let (p,v) € X and (v,w) € X, then :

(DF (A u)(p,v), (v,w)) = / VvV qw— (Av+ pu)w+2vuv. (3.1)
2
To justify the fact that DF(\, u) is an isomorphism from X onto X*,

we will use the following theorem given in [12] p. 131 :

Theorem 3.2 Let U, V be two Hilbert spaces, then the application
L:U — V' is an isomorphism if and only if the associated sesquilinear
form a:U xV — R satisfies the three following conditions :
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1. Continuity : there exists a constant C such that :
Y(u,v) € U XV, |a(u,v)| < Cllully||v]|v-

2. Inf-Sup condition : there exists a constant v > 0 such that :

inf sup 1BV
wel wey ||ullu||v]|v

3. For allv eV, v # 0, there exists u € U such that a(u,v) # 0.

Let us apply this theorem by choosing U =V = X and a = DF (A, u).
We have to verify each condition of Theorem 3.2 :
1. Continuity : we consider (p,v), (v,w) € X and estimate :

[ (DEA u)(p,0), (v, w)) | < |[Vavllp2o) IV awllr2 @) + 2|0l 12(0)
+(Allvll2(2) + [uDllwl|L2(0)
< (44 M o) x (v, w) [ x-

The condition 1. holds.

2. Let us verify the Inf-Sup condition. We want to prove that there
exists a strictly positive constant v such that for all (i, v) € X, there
is (v,w) € X with | (DF(X\, u)(p,v), (v,w)) | bounded from below by
Y| (s ) || x||(v, w)|| x. In order to show this, we establish the lower
bound for some (v,w) € X, dependent on (u,v) and so deduce a
lower bound by taking the upper limit. We decompose v and w like

v =au+ v and w = Bu + w with /
(9

Since (A, u) is solution of the problem (2.16), we deduce that

uvdxr = 0, / uwdzr = 0.
02

/VAu-VAf)dx:()and/VAU~VAﬁ)dm:0.
2 o}

The norms in X of (u,v) and (v, w) write :
(s o)1k = [IVA0[72(0) + (811720 + (A + 1) + 442,
1)l = IV 4TIy + 11 + (A -+ 1) + 02,
We compute the form (DF(X, u)(u,v), (v, w)) :
(DEA, u)(p, ), (v, w))
:a/QVAu-VAw—)\uw—i-/QVA@-VAw— (AD + pu)w + 2va

:21/04—,uﬁ+/ B(V A - VAt — A1) + V aB - VAT — (NG + )@
2

:21/oz—uﬁ+/ VD - V40 — AN0w.
2
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We choose (v,w) € X such that w =0, § = —p and v = « then
(DF (X, u)(p,v), (v, w)) = [|V.48][72(0) = All0][72(0) +17 +207. (3.2)

~112 <112 . <112
We bound from below ||V 47| \LQ(Q)—)\HU\ |L2(Q) according to || |H}4(Q).
We know that A is the first eigenvalue of —A 4, then the second eigen-

value A9 is given by the min-max principle :

IV.49l[7
Ao = inf R (3.3)
perl(@n<u>to#0 ||9l[720)

As we have decomposed w so that w_Lu,
V401 32(0) = Aallol3c (3.0

Let 0 €]0,1] be determined later. Relation (3.4) leads to the lower
bound

V48172 = AllolI72 > 611V.a0l[72 () + (1= 8)A2 = N)|[8]] 72 (3-5)

> 0. We

We choose 0 such that § = (1 — )\ — A, then § = 12 I_i\
2
plug equality (3.2) into (3.5) :

Ay — A,
(DF (A, u) (1, v), (v,w)) > ﬁ”””?&(m +u2+2a%  (3.6)

We have now to compare /\ i HUH @ ©? + 202 with the product

of norms of (u,v) and (v, w). With the previous choice on (v, w),
@)l = 1512, o) + A+ Do? + 0.

This implies [|(v, w) | xl1(, 0)llx < 1513 (o) + A+ 1)(1® +a2). We

A=A 1
take vy =inf [ ——, ——— ], then :
ake v =1in ()\2+1’)\+1>’ en

>\2

Mol oy + 2+ 207 = 7 (18121 ) + (47 +02)(A+ 1)
> 91(n,

We so have proved that for all (u,v) €
)

DF
sup | < ()‘7 u) (M) U)v (Vla 'LUl)
(v1,w1)€X H(V1>w1)||X

V)l x (1w, w)l|x-

| o [(DE, u) (g, 0), (v, w)) |
[|(v; w)l|x

> 9|1, v)|x,

Y
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and the Inf-Sup condition holds.
3. Let us justify the last condition. Let (v,w) € X, we decompose w
in the form w = fu + W such that @w_lwu and we consider :

(1,0) = (~B,vu+ 1) € X.
As we have seen in the justification of the Inf-Sup condition, we have :

[(DEQ, u)(p, ), (v, w)) |
(s W)l x| 0)|x

> >0,

so the third condition holds.
We get that DF(A,u) is an isomorphism from X onto X* and the
proof of Lemma 3.1 is achieved.

Remark 3.1 Let us notice that we can prove by this way that the
differential DF (Ag,ug) is an isomorphism from X onto X* for any
(Mg, ug) solution of (2.8) such that Ay is a simple eigenvalue.

This result was proved by Verfiirth for the operator —V - (AV) + d
with a Dirichlet or Neumann condition. We extend this result for the
Schrodinger operator with magnetic field.

Corollary 3.1 Let (A, u) € X be the solution of problem (2.16) with
the smallest X\, so there exist R > 0 and constants ¢y, co > 0 such

that for any (p,v) € Bx((A\,u), R), the following bound holds :

cr|[F(p, 0)l[xr < [ w) = (,0)l[x < eo| [F(p, 0) [ x+

Proof First, we show that DF is Lipschitz-continuous in (X, u). Let
(N @), (u,v), (v,w) € X. We denote

(AN, Au) = (A =\, @ — u),

then :

[(DFO ), v) = DF(, @) (11,0), (v, w))|
= /Q(S\ — Mo + p(t — uw)w 4 2v(u — 4)

< A[[(AN, Au)| x| (s 0) | [[(v, w) | x-

Therefore, for any (A, 4) € X

IDFO\ ) = DFO@)lepexsy _ .

(A w) = (A @) x -
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We have already seen that DF(A,u) is an isomorphism, so we can
express (A, @) with (A, u) by :

(AN, Au) = (N, @) — (A, u) = (DF(\ u)) ™ <F(5\,ﬂ)

+ / 1 (DF(\u) — DF((\u) + t(A), Auw))) (AN, Au) dt ).
0

N————

This expression gives an estimate of the gap between (X, u) and (X, @)
according to the triangular inequality and relation (3.7) :

1A, Au)llx < [[(DF O u) ™l gexe x)

1
T~ 2
x (|\F<A,u>r|x+4 /0 tdt|<AA,Au>|rX)

< IPFO ) leoee )
x (IFQ @) Lx + 201(AN, Au)[[ ) -

, then for all (A, ) such

. 1
We take 0 < R < Ry:= TMDFO) Tz )
that (A, @) € Bx((\,u),R) :
(o) — O < IPFOD e IO D
= WIS T ORIDEO W) e )
< 2/[DFO\w) ™l gx-x)[|F (A, @)

. (3.8)

We now have to prove the second inequality. Let (u,v) € X with
(4, v)]lx =1, then :

(FOL @), (1,0) ) = (DF(A, u)(AX, Au), (1,0)) +
1
</0 (DF((A\,u) + t(AN, Au)) — DF (A u)) (AN, Au)dt, (u, U)> .

We deduce an upper bound of ||[F(X, @)||x~ :
IFO@)||x+ < [IDFO )l 20x, x4 [1(AX, Au)||x

1
+4/ £ dt]| (AN, Au)|[%
0
< [IDF(Mu)llzix x| [(AX, Au)||x + 2||(AX, Au)|[%-
Taking 0 < R < Rg:= HDF(}"U;H“X’X*), we see that for all (5\,11) in
BX(<)‘7U)?R) :

IFQ, D)llx+ < 2IDF )l (x,x0)

(AN, A)|lx.  (3.9)
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Choosing R:= min(Ry, R2), relations (3.8) and (3.9) justify Corol-

DFEFOW|| 7L s
lary 3.1 with ¢y = - NECRXD g ¢y = 9[|(DF(A, 1)~ cxe -

4 Adaptation of Verfiirth’s techniques
4.1 Preliminary lemmas

We have defined the projector I, from H1(£2) onto P¥(7;) and we
consider Ry:= (0, 1Ip).

Lemma 4.1 Let (Ap, up) € X, be solution of (2.17) and (p,v) € X,
then :

(O un), (1,0)) = 3 ( [ 93 xm

TeTy

+ > ( )/E[nE'VAUh]E?J). (4.1)

E€Ep oNE(T

Proof Since (A, up) € X, is solution of (2.17), uy is normalized, so

(F Oy (1 0)) = /Q Y attn - VAT — Ayun,

An integration by parts on each T' C {2 gives :

/VAUh‘VAU:_/viluhv"i_ Z /[nE-VAuh]Ev.
T T E

Ee&(T)

Furthermore, if E € &, p, then [ng - V qup] vanishes since we deal
with the Neumann realization and ng -V 4up|, = 0. We deduce (4.1).

Lemma 4.2 Let (A\p, up) € Xp, be solution of (2.17), then there exists
a constant C' which depends only on the reqularity parameter such

that :
1/2

1(Id = Rp)*F(Anyun)llx- < C 4> nz . (4.2)
TeT,

Proof We begin with writing the definition of the norm ||.||x~ :

[(Id—=Rp)"F(An,un)l|x- = sup  (F'(An,up), (v — Ipv)) . (4.3)
()]l x=1
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We compute the right hand side of (4.3) with Lemma 4.1

(F(Anyun), (v — Tnv)) = > [/T(—vil — \)up(v — Iyw)  (4.4)

TeT,
+ Z / nE - Vauplg (v —Ipv)|.
EES;LVQHS(T) E

We estimate each term with a Cauchy-Schwarz inequality coupled
with Lemma 2.1 to obtain

[ 5= wuno=Tw)| < exbalollinsen (V% = M)unl Lo
T

(4.5)

< eohl 210l o | - V. aun] gl 22
(4.6)

/ nE - Vauplp (v — Ipv)
E

We report (4.6) in (4.4) and use the Holder inequality :

Z /nE YV Aup] (U—Ihv)

Eeé&y, oNE(T

<G| X e[ lreVaulsf [ ol

EEgh QQS(T Ee&h Qﬂg( )

Since ||v] ’l%ll(abE) <||v] %1(9)’ there exists a constant ¢ only depending
on the regularity parameter of the triangulation such that

S olBry < vl (47)
Eeé‘h,QQS(T)

According to the inequality VA + VB < V2A+ B used in (4.4)
coupled with (4.5), (4.6) and (4.7), there exists C' > 0 depending only
on the regularity parameter of the triangulation such that :

ZhT/| ~V2 = A ?

(F ), (1,0 — 1)) < Cllolln o <

TeT),
%
+ Y hE/!nEVAUh|>~
Ec& onE(T
Since the norms H'(£2) and H}({2) are equivalent, we deduce
1/2
(FQnun), (o = L) <C [ D" mp | ol o) (48)

TeT),
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To come back to the calculation of |[(Id — Rp)*F(An,un)||x=+, we
use (4.3) and (4.8) and the fact that \|U||H}4(Q) < |(p,v)||lx = 1.
Therefore, we achieve the proof of Lemma 4.2.

Before the following lemma, we recall some notations and proper-
ties developed in [27]. For every T € 7}, and E € &}, o, we define the
triangle-bubble function by and the edge-bubble function bg by

by — {27)\T,1)\T72)\T,3 onT' (4.9)

0 on 2\ T,

where A7 1, Ar2 and Ar 3 are the barycentric coordinates of T'. Given
an E € &, o such that wg = T1 U T>. We enumerate the vertices of
Ty and T5 in the such way the vertices of E are numbered first. We
define the edge-bubble function bg by

by = {4AT1,1AT1,Q onT;, i=1,2 (4.10)

0 on 2\ wg.

We consider the lifting prolongation operator P: L*°(E) — L*(T)
by

Pu(z):=u(z"), Ve € T,2' € E s. t. \j(2') = \j(=).
We denote by Xh: =R x ffh with
Y, = span{brv,bgpPo| v € Iyy2),,0 € iy, T € Th, E € &0}

We use a particular case of Lemma 3.3 of [27] p. 59 and recall it now.

Lemma 4.3 (Verfiirth [27], Lemma 3.3 p. 59) There exist con-
stants c1, . .., cy such that for any T € T, E € E(T), u € M2, and
o€ Hk+1|E’ the following inequalities hold :

[ ubrv

allullpzy < sup HEe—— < Jull2(7), (4.11)
vGHk+2|T HUHL2(T)
f obpT

ollollzm < sup 2 <|lollr2(gy, (4.12)

Ter+1|E HT||L2(E)

cshpt||brull ey < |V (bru)llpery < cahg'||brullpzer), (4.13)
eshy |bePol|p2r) < [IV(bePo)||2r) < cehy' [|bePol|p2(r),(4.14)

b P12y < crhif o]l 2ey. (4.15)
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Lemma 4.4 Let (Ap,un) € Xp be a solution of (2.17), then there
exists a constant C which depends on the reqularity parameter such
that :

nr < C sup (F (A un), (0,v))

(4.16)
(O,U)EXh,supp vCwr ||(07 U) | ‘X

Proof Let us give T' € 7j, and E € &, o N E(T). We recall that

n%:h%/ ’—Viuh—)\huhf—l— Z hE/ |[nE-VAuh]E|2.
T EeE(T)NEn. o E
(4.17)
We consider w € {T',wg,wr} and denote :

Vi1 ={¢ € V| supp(¢) C w}.

We first study || — Viu, — Anup||r2(r) by using Lemma 4.3 whose
relation (4.13) gives the following bound for all v € IT k42

1 HbTUHLZ(T)
ey hr < s - (4.18)
! [V (orv)l|L2(7)
Now we use inequality (4.11) with u = —Vauh — Apup,
—V2up — Apup)brv
call(=Vi=)unllp2ry < sup / (=Vgun = un)brv, (4.19)
T o]l z2(0)

UGHk+2|T

But, we know that 0 < by < 1, so [[brv||r2() < |[v]|r2(0). Then

taking account of (4.18) and (4.19), we deduce

. , HbTv’LQ(Q)/T<_v?4 — Ap)upbrv
AL |(—V% — \p)u < su
ca 1(=V% n)unlL2(7) _UEkaz‘T Hv(bTU)|’L2(T)HUHL2(Q)

C oy FOw ), (0.br0)
B vl y2), Hv(bTU)HL?(T)

By construction of by, byv € H}(T) and we apply the Poincaré in-
equality. So there exists a constant Cy, such that for any T' € 73, and
any function v € I1 k+2|,, the following inequality holds by using also

the equivalence between norms H'(£2) and H(£2) :

IV (brv)llr2(0) = Callbroll gy (o)-



A posteriori error estimator for the Schrodinger operator 17

Furthermore, if v € II k42|70 then byv € f/h|T and it follows that

Lrrl|(=VA = M)l SC sup (FOw,wn), (0,6))
4 PEYp 1l lolly =1
(4.20)
We now estimate the term |[[ng - V aup]g||r2(p). We look at in-
equality (4.12) with 0 = [ng - Vqup|g. By the construction of the
prolongation operator P, for any o € II k1| the equality Po, =o
holds. Then :

sup fE[nE . VAUh]EbET _ sup fE[nE . VAUh]EbEPU
UEH}H—l‘T HJHLQ(E) JGH;H_HT HPUHLQ(E)
> col|[ng - VAUh]EHL2(E). (4.21)

But, according to Lemma 4.1 with 4 =0, v = bgpPo, we obtain

/[nE'VAuh]EbEPJ = <F()\h,uh), (O,bEPU)>+/ (V?4+)\h)uthPa.
E

wEg
Then
ellne - Vauplellr2e) < (4.22)
(F(An,un), (0,bpPo)) — [, (=V% — Ap)upbpPo
sup .
o€llq1), \{0} HPUHL2(E)

Relation (4.14) leads to
¢! < hp'[1bePo|| 2|V (b6 Po)l | 3. (4.23)
Using now (4.15), we deduce
_ _ _ - 1/2 -
C71||UHL21(E) = C71HPU||L21(E) < hT/ ||bEPU||L21(T)- (4.24)
We group together relations (4.23) and (4.24) to obtain :

h1/2 B hE - -
o 0ll7km) < IV (buPa) |, < el V0PI )

ceCr -
(4.25)
where cg depends only on the regularity parameter. We use this upper

bound to study (4.22) multiplied by ¢z cs lh}E/Q and consider each
term separately. We begin with the term :

wp T {EOw ), (0.b5P0))
o€y, \{0} C6CT oIl L2 (k)

hg sup <F(/\h,uh), (O,bEPO'».
VT et oy IV (0EPO)][ 21
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We use the Poincaré inequality on wg since bg Po € H} (wg), so there
exists a constant ¢ independent of E such that

(F(An,up), (0,bpPo)) (F'(Ap,up), (0,v))

Sup <c¢ sup
o€ 11, \{0} IV (bePo)|| 21 (00X, [1(0,v)]|x
(4.26)
2’ ~V% = An)unbp Po
Let us look at the term ¢Z sup f“’E( A )
° o€llq1), \{0} ol 2 ()

We know that 0 < bg < 1 so ||[bpPo||r2g) < ||o|[r2(g). We use also
relation (4.15) to deduce that :

[1bEPO|| 12wy < 2¢7v/ hrglloll 2k,
by defining hr,:= sup hr. Then :

Tewg
Vhe sp Joop, (V2 = An)upbpPo <5 N
CeCr o€, \{0} HUHL2(E) C6
X sup Jog =V = Mnunbibo
o€y 1), \(0} 1bEPo|12(wp)
<C sup (F'(An,un), (0,0)) . (4.27)

(be?h'wEquSHY:l

Putting together relations (4.26), (4.27) and (4.22), we conclude :

coh/?
sup E_||lng - Vaunlellr2m) <
o€l \{0} C6CT
c sup <F()‘h7 uh)a (07 ¢)> : (428)

PEYL|wpy,lI9lly=1

We just put upper bounds (4.28), (4.20) in the expression (4.17) of

nr, so there exists a constant C' which depends on the regularity
parameter such that

nr < C sup (F (A, un), (0,v))
- (0,0)€Xp,supp vCwr H(Oﬂ))HX

(4.29)

This concludes the proof of Lemma 4.4.

Lemma 4.5 Let (A, up) € Xp, be a solution of (2.17), then there
exists a constant C' which depends on the reqularity parameter such

that :
1/2

Yonp | < CUFOwun)llg, (4.30)
TET),
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Proof From the definition of the norm and the assumptions on (A, up),
we notice that :

F(A >y Uh ), O,’U
|F(Anyun)|| g = sup (F( ho ). (0,0))
" (0weX, 1100, v) ]| x
So, for all € > 0 and all T € Ty, there exists a function vy € Y}, with

support included in wr such that :

<F()‘h7 uh)? (07 UT)> >0,

sup <F()‘h7 uh)? (Oa f>>

fEY}, supp fCwr H(Oaf)HX
We define the function :

TeT,

? < ‘<F()‘h’uh)7<oavT)> ’ +e.

[1(0, vr)]x

(100, v7)]1x 0 T HX

then v € ffh as a linear combination of elements of f’h and due to
the triangular inequality, ||v|ly < 1. We take again the result of
Lemma 4.4 and sum 7% on elements of 7y, then :

R F(A 2
TET, TET, (O,w)EXh,SupprwT H(O’ w)”X
Using the functions vp :
. F(A 2
Z U%SCQ Z ‘( ( h7uh)7(O’UT)>‘ +e
TGT}L TeTh ”(07 UT)”X
2
< 02 Z <F(Ah,Uh),(0,’UT)> +C~’2N€
- iz, 0vr)llx
< C?[(F(An, un), (0,0)) |* + C*Ne, (4.32)

with N an upper bound of the number of the triangulation’s elements.
Next, we take the upper limit on (0, w) in X}, :

S 03 < GNPy un) [ + C2Ne. (4.33)
TeT, "
So, making e going to 0 leads to :
1/2

TeT,

with C' depending on the regularity parameter.
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4.2 Proof of Theorem 2.1

e We begin with justifying the first inequality :

A=Al +[lu—unllgy @) < ¢ | Z - (4.35)
TeTy

Let (p,v) € X such that ||(u,v)||x =1, then

<F()\h7 Uh)7 (:u’a U))
= (F'(An, un), () = Rp(p,v)) + (F(Any un), Bu(p,v)) . (4.36)
We estimate the second member (4.36) according to preliminary lem-
mas. Lemma 4.2 leads to an upper bound of the first term of (4.36)
1/2

<F()‘h> uh)v (:Ua U) - Rh(/‘a U)) <Oy Z 77% : (4'37)
TeT),

Furthermore, as (Ap,up) is a solution of problem (2.17), then for
(ks vn) € X,

(F'(Anun), (ks vn)) = 0.
But, for all (u,v) € X, the operator Ry, is defined so as to Ry (u,v)
is in Xp, so particularly

V() € X, (F(nun), B, v)) = 0. (4.39)
We report relations (4.38) and (4.37) in (4.36) and obtain an estimate
for all (u,v) € X, this leads to the upper bound

1/2

IFE Oy un)llxs <C1<8 Y s (4.39)
TeTy,

Let R given by Corollary 3.1. If A and A are the smallest eigen-
values of the continuous and discrete operators such that (A, u) and
(An,up) are respectively solution of (2.16) and (2.17), then applying
Lemma 3.1, there exists a constant C' such that

A=Al < Ch? and |ju — UhHHi‘(Q) < Ch. (4.40)
So, if h is small enough, ||(A, u)—(An, un)||x < R, then relation (4.39),
Corollary 3.1 and inequality |\ — Ap| 4 |Ju — UhHH}A(Q) <V2||(\u) —
(An,up)||x lead to
1/2

A=l Hu—unll g 2y < V21 w)=nun)llx <V2eq > 7
TeT,
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e We have now to justify the estimate

1/2
e >t < A=Al + [lw = unll gy ) (4.41)
TeTy
Lemma 4.5 shows that
1/2
S <clFG )l

TETh
Since Xh C X then ’|F()\h,uh)||)~(; < ||F(Ap,up)||x+ and so

1/2

STt < ellF O un)lx- (4.42)
TeT),

Corollary 3.1 proves that for any (u,v) € Bx((A,u), R), we have

crl[F(p, )l < 1A w) = (s, 0)|[x < el [F (i, 0)] |-

Then, according to Lemma 3.1, ||(A,u) — (An,upn)||x < R if the tri-
angulation is thin enough and this leads to (4.41).
e We now improve in (4.35) and (4.41) the estimate of |\ — \y|. We
notice, using also (2.9) and (2.11), that :

/ |VAuh—VAu|2 = A—2) Re (’LL, uh>L2(Q)—|—)\h > )\—)\h > 0. (4.43)

Q

We deduce from (4.35) that

=l ) <2 2 (4.49)
TETh

Using (4.43), we conclude that

A=Ay < Hu—uh||12q}4(m <é>y (4.45)
TeT),

Relation (4.41) leads to

c Z n < \)\—)\hF—i—Hu—uhH?{;‘(Q) < HU—UhH?{;(Q)‘FH“—uh’\?{}4(9)’
TeT,
(4.46)
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using (4.45). We deduce that there exists a constant C' depending
only on the parameter of the triangulation such that

Z 77:2F < Cllu— Uh||§{}4(9)~ (4.47)
TeT,

Coming back to (4.46) with relation (4.44), we conclude that

C Y mp < A= l, (4.48)
TeT,

as soon as ZTeTh 17% is small enough to have a positive constant C.

5 Conclusion

We construct an a posteriori error estimate as in Theorem 2.1. This
theorem is appropriate to improve numerical computations by using
adaptative mesh-refinement techniques. To illustrate this, we con-
sider for (2 an angular sector cutting smoothly by a piece of circle.
We want to determine the first eigenpair (A, u) of —(V — iA)? on
(2 with the magnetic field B = curl A constant equal to 30 Teslas.
We compute a first numerical eigenpair (A, u, = ppe’n) for this
operator by a finite elements method and the local error 17 on each
element T' of the triangulation 75 of (2. As soon as np is too large
for some T € 7p,, we refine this element T and compute a new so-
lution on the new adaptative refined mesh till the indicator of the
error ZTeTh 77% is small enough. Figures 5.1 give the mesh obtained
by using the a posteriori error estimator developed here, jointly with
a mesh refinement technique. The right figure is a zoom of the left

Fig. 5.1. Mesh obtained by this adaptative refinement method

Fig. 5.2. Modulus p; of the first eigenfunction for —A 4

figure near the corner. Figure 5.2 gives the numerical modulus pj of
the first eigenvector computed on the refined mesh. These figures are
taken from [1,10] where a more systematic study of the dependence
of A1 to the angle of the corner is provided numerically. These nu-
merical results developed in [8,10,11] are useful to determine where
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the superconductivity appears. The a posteriori error estimate we
obtain is a prolongation of results by Larson [20], Bernardi-Métivet
[5], Bernardi-Métivet-Verfiirth [6], Maday-Turinici [22] or Verfiirth
[27] for another framework of operator with the Schrédinger operator
with magnetic field and a Neumann magnetic boundary condition.
We propose for this operator a better estimate than Verfiirth [27] for
—V - (AV)+d and the a posteriori error estimate in Theorem 2.1 has
the same order of convergence than for the a priori error estimate
proposed by Babuska-Osborn [3] and recalled in Theorem 3.1.
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