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Preface

The International Symposium on Computational & Applied PDEs was held
at Zhangjiajie National Park of China from July 1-7, 2001. The main goal of this
conference is to bring together computational, applied and pure mathematicians
on different aspects of partial differential equations to exchange ideas and to
promote collaboration. Indeed, it attracted a number of leading scientists in
computational PDEs including Doug Arnold (Minnesota), Jim Bramble (Texas
A & M), Achi Brandt (Weizmann), Franco Brezzi (Pavia), Tony Chan (UCLA),
Shiyi Chen (John Hopkins), Qun Lin (Chinese Academy of Sciences), Mitch
Luskin (Minnesota), Tom Manteuffel (Colorado), Peter Markowich (Vienna),
Mary Wheeler (Texas Austin) and Jinchao Xu (Penn State); in applied and
theoretical PDEs including Weinan E (Princeton), Shi Jin (Wisconsin), Dagian
Li (Fudan) and Gang Tian (MIT). It also drew an international audience of size
100 from Austria, China, Germany, Hong Kong, Iseael, Italy, Singapore and
the United States.

The conference was organized by Yunging Huang of Xiangtan University,
Jinchao Xu of Penn State University, and Tony Chan of UCLA through ICAM
(Institute for Computational and Applied Mathematics) of Xiangtan university
which was founded in January 1997 and directed by Jinchao Xu. The scientific
committee of this conference consisted of Randy Bank of UCSD, Tony Chan of
UCLA, K. C. Chang and Long-an Ying of Peking University, Qun Lin, Zhong-
Ci Shi and Yaxiang Yuan of Chinese Academy of Sciences, Gang Tian of MIT,
Mary Wheeler of UT Austin, Jinchao Xu of Penn State, and Yulin Zhou of
Institute for Applied Physics and Computational Mathematics, Beijing.

The one-week conference featured 20 invited speakers, each of whom gave
45-minutes lectures, and about 40 other speakers. All invited talks were of
high quality, covering several aspects of modern computational and theoretical
partial differential equations. The conference site Zhangjiajie is the top one
or two national park in China. It is located in Hunan Province. Participants
visiting Zhangjiajie the first time were impressed by the beautiful view of the
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mountain, lake and canions. More details on the conference can be found in
http://www.math.psu.edu/ccma/pde2001.

We would like to thank Professor Shucheng Li, Preseident of Xiangtan Uni-
versity, for his support and also for his participating the openning ceremony.
Thanks also go to Professor Jiping Zhang, Dean of School of Mathematical Sci-
ences at Peking University for his kind support to this conference. Moreover,
the conference received considerable financial supports. The main grants were
provided by the Institute for Computational and Applied Mathematics of Xi-
angtan University, School of Mathematical Sciences of Peking University, the
Center for Computational Mathematics and Applications of Penn State Univer-
sity, the Science and Technology Department of Hunan Province, the National
Science Foundation of China, and the State Key Basic Research Project “Large
Scale Scientific Computing Research”. We are grateful to all sponsors for their
generous support.

These conference proceedings were refereed. We would like to thank all ref-
erees for their support. The performance of the meeting depended very much
on many helpers, including Susan He, Xu Chen, Zhongbo Chen, Jianmei Yuan
and Qishen Xiao of Xiangtan University and Rosemary Manning of Penn State
University. We appreciate their assistance in making the conference organiza-
tion a success. Finally, we thank Tammy Lam and Amy Lee of Hong Kong
Baptist University for the considerable work they put into producing the final
layout of this proceedings.

Editors:

T.F. Chan, UCLA
Y.-Q. Huang, XTU
T. Tang, HKBU
J.-C. Xu, Penn State
L.-A. Ying, PKU.

June 2002
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Keywords: interpolation spaces, biharmonic operator, shift theorems

Abstract We consider the biharmonic Dirichlet problem on a polygonal domain. Regu-
larity estimates in terms of Sobolev norms of fractional order are proved. The
analysis is based on new interpolation results which generalizes Kellogg’s method
for solving subspace interpolation problems. The Fourier transform and the con-
struction of extension operators to Sobolev spaces on R? are used in the proof of

the interpolation theorem.

1. Introduction

Regularity estimates of the solutions of elliptic boundary value problems in
terms of Sobolev-fractional norms are known as shift theorems or shift esti-

mates. The shift estimates are significant in finite element theory.

The shift estimates for the Laplace operator with Dirichlet boundary con-
ditions on nonsmooth domains are studied in [2], [12], [14] and [18]. On the
question of shift theorems for the biharmonic problem on nonsmooth domains,

there seems to be no work answering this question.

*This work was partially supported by the National Science Foundation under Grant DMS-9973328.
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One way of proving shift results is by using the real method of interpolation
of Lions and Peetre [3], [15] and [16]. The interpolation problems we are led to
are of the following type. If X and Y are Sobolev spaces of integer order and
X isasubspace of finite codimension of X then characterize the interpolation
spaces between X and Y.

When X is of codimension one the problem was studied by Kellogg in
some particular cases in [12]. The interpolation results presented in Section
2 give a natural formula connecting the norms on the intermediate subspaces
[Xk,Y]sand [X,Y],. The mainresult of Section 2 is a theorem which provides
sufficient conditions to compare the topologies on [X x, Y], and [X, Y] and
gives rise to an extension of Kellogg’s method in proving shift estimates for
more complicated boundary value problems.

In proving shift estimates for the biharmonic problem, we will follow Kel-
logg’s approach in solving subspace interpolation problems on sector domains.
The method involves reduction of the problem to subspace interpolation on
Sobolev spaces defined on all of R2. This reduction requires construction of
“extension” and “restriction” operators connecting Sobolev spaces defined on
sectors and Sobolev spaces defined on R?. The method involves also finding
the asymptotic expansion of the Fourier transform of certain singular functions.
The remaining part of the paper is organized as follows. In Section 2 we prove a
natural formula connecting the norms on the intermediate subspaces [X i, Y]
and [X, Y. The main result of the section is a theorem which provides suf-
ficient conditions (the (Al) and (A2) conditions) to compare the topologies
on [Xg,Y]s and [X,Y]s. A new proof of the main subspace interpolation
result presented in [12] and an extension to subspace interpolation of codimen-
sion greater than one are given in Section 3. The main result concerning shift
estimates for the biharmonic Dirichlet problem is considered in Section 4.

2. Interpolation results

In this section we give some basic definitions and results concerning in-
terpolation between Hilbert spaces and subspaces using the real method of
interpolation of Lions and Peetre (see [15]).

2.1 Interpolation between Hilbert spaces

Let X, Y be separable Hilbert spaces with inner products (-, ) x and (-, )y,
respectively, and satisfying for some positive constant c,

{ X is a dense subset of Y and 2.1)

|lully < cljul|x forallu € X,

where [lu]% = (u,u)x and [Jull§ = (u,u)y.
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Let D(S) denote the subset of X consisting of all elements « such that the
antilinear form

v— (u,v)x, veEX (2.2)

is continuous in the topology induced by Y. For any « in D(S) the antilinear
form (2.2) can be extended to a continuous antilinear form on Y. Then by Riesz
representation theorem, there exists an element Swu in Y such that

(u,v)x = (Su,v)y forallv e X. (2.3)

In this way S is a well defined operator in Y, with domain D(S). The next
result illustrates the properties of S .

Proposition 2.1. The domain D(S) of the operator S is dense in X and
consequently D(.S) is dense in Y. The operator S : D(S) C Y — Y is
a bijective, self-adjoint and positive definite operator. The inverse operator
S=1:Y — D(S) C Y is a bounded symmetric positive definite operator and

(S71z,u)x = (z,u)y forallzeY, ue X (2.4)
If in addition X is compactly embedded in Y, then S—! is a compact operator.

The interpolating space [ X, Y| for s € (0, 1) isdefined using the K function,
where foru € Yand¢ > 0,

K(t,u):= inf (uoll} + *[lu—uol})"*.
ug€X
Then [X, Y], consists of all u € Y such that
/ VK (¢, u)? dt < oo.
0
The norm on [X, Y], is defined by

lulltx vy, == cg/o t= @V K (¢, u)? dt,

00 t1—25 -1/2 D)
Cs = </0 mdt) = ; Sin(ﬂ'S)

By definition we take

where

[X,Y]o:=X and [X,Y]; =Y.

The next lemma provides the relation between K (¢,w) and the connecting
operator S.
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Lemma2.l. Forallue Yandt >0,
K(t,u)? =t* (I +t*S™ 1) 1, )y -
Proof. Using the density of D(S) in X, we have
K(t,u)* = inf %+ 3w — w3
(t,u) s (luollx +#*[u — uolly)

uo

Let v = Sug. Then
K(t,u)® = inf ((S7*0,0)y + t2|lu — S71v||3). (2.5)

veY

Solving the minimization problem (2.5) we obtain that the element v which
gives the optimum satisfies

(I +t2S Yo = t?u,
and
(S7Yu,v)y + t3|u — S71v|)2 = ¢ (1 + t2S_1)_1u,u)Y :
]

Remark 2.1. Lemma 2.1 gives another expression for the norm on [X, Y],
namely:

Py, =2 [ TR ST ) @)

In addition, by this new expression for the norm (see Definition 2.1 and The-
orem 15.1 in [15]), it follows that the intermediate space [X, Y], coincides
topologically with the domain of the unbounded operator S/2(1=5) equipped
with the norm of the graph of the same operator . As a consequence we have
that X is dense in [X, Y], forany s € [0, 1].

Lemma 2.2. Let X, be a closed subspace of X and let Y}, be a closed subspace
of Y. Let X and Y;, be equipped with the topology and the geometry induced by
X and Y respectively, and assume that the pair (X, Yp) satisfies (2.1). Then,
for s € [0,1],

[XQ, Y()]S C [X, Y]S NYpy.

Proof. Forany u € Y, we have
K(t,u,X,Y) < K(t,u, X, Yp).
Thus,
luix vl < lupoye.ll forall we [Xo,Yols, s€(0,1],  (2.7)

which proves the lemma. O
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2.2 Interpolation between subspaces of a Hilbert space

Let K = span{¢1,...,en} be a n-dimensional subspace of X and let X
be the orthogonal complement of K in X in the (-, -) x inner product. We are
interested in determining the interpolation spaces of X and Y, where on X
we consider again the (-, -) x inner product. For certain spaces X and Y and
n = 1, this problem was studied in [12]. To apply the interpolation results from
the previous section we need to check that the density part of the condition (2.1)
is satisfied for the pair (Xx,Y).
For ¢ € IC, define the linear functional A, : X — C, by

Apu = (u,p)x, ue X.

Lemma 2.3. The space X is dense in Y if and only if the following condition
is satisfied:
{ A is not bounded in the topology of Y 2.8)

forall p € IC, ¢ # 0.

Proof. First let us assume that the condition (2.8) does not hold. Then for some
¢ € K the functional L., is a bounded functional in the topology induced by
Y. Thus, the kernel of L, is a closed subspace of X in the topology induced
by Y. Since X is contained in Ker(L,) it follows that

X' C Ker(Ly) = Ker(Ly).

Hence X fails to be dense in Y.

Conversely, assume that X is not dense in Y, then Yy = X is a proper
closed subspace of Y. Letyo € Y be in the orthogonal complement of Y}, and
define the linear functional ¥ : Y — C, by

Vu = (u,y0)y, u €Y.

W is a continuous functional on Y. Let 1 be the restriction of ¥ to the space
X. Then isacontinuous functional on X. By Riesz Representation Theorem,
there is vg € X such that

(u,v0)x = (u,y0)y, forall u € X. (2.9)

Let P be the X orthogonal projection onto K and take uw = (I — Px)vp in
(2.9). Since (I — Px)vg € Xx we have ((I — Px)vo,yo)y = 0and

O = ((I — PK)UQ,UQ)X = ((I — P]C)Uo, (I — PIC)UO)X-

It follows that vg = Pxvg € K and, via (2.9), that ¢» = A,, is continuous
in the topology of Y. This is exactly the opposite of (2.8) and the proof is
completed. O
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Remark 2.2. The result still holds if we replace the finite dimensional subspace
K with any closed subspace of X.

For the next part of this section we assume that the condition (2.8) holds. By
the above Lemma, the condition (2.1) is satisfied. It follows from the previous
section that the operator S : D(Sx) C Y — Y defined by

(u,v)x = (Sku,v)y forallv e Xi, (2.10)
has the same properties as S has. Consequently, the norm on the intermediate

space [ X, Y]s is given by:

lulZ . = 2 / e (st ey de @A

Let [X, Y], k denote the closure of Xx in [X,Y],. Our aim in this section
is to determine sufficient conditions for ¢;’s such that

[Xi,Y]s = [X, Y] k. (2.12)

First, we note that the operators Sk and S are related by the following
identity:
Scl=(I-Qx)S™, (2.13)

where Qx : X — K is the orthogonal projection onto K. The proof of (2.13)
follows easily from the definitions of the operators involved.

Next, (2.13) leads to a formula relating the norms on [ X, Y]s and [ X, Y.
Before deriving this formula in Theorem 2.1, we introduce some notation. Let

(u,v)xp = (I + 251, v), forallu,veX. (2.14)

and denote by M, the Gram matrix associated with the set of vectors {1, ..., on }
inthe (-, ) x, inner product,i.e.,

(Mt)lj = (Sojv SO’L')X,t? Zv] € {17 ceey 7’L}
We may assume, without loss, that M|, is the identity matrix.

Theorem 2.1. Let u be arbitrary in X. Then,
i, = Iy, +2 [ @ (ad) (@19

where < -, - > is the inner product on C™ and d is the n-dimensional vector in
C"™ whose components are

di = (u,0i)xt, t=1,...,n.
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The proof of the of the theorem can be found in [2].
Forn =1, let K = span{y} and denote X by X,. Then, foru € X, the
formula (2.15) becomes

00 2

2 _ 2 2 —(25+1) |(u, @) x .t
U = ||u +c; t dt. 2.16
|| || (X, Y]s ” H [X,Y]s /O (‘;0780))(,15 ( )

Next theorem gives sufficient conditions for (2.12) to be satisfied. Before
we state the result we introduce the conditions:

(Al) Xy, Y]s=[X,Y]s,, fori=1,...,n.
(A.2) Thereexist § > 0and v > 0 such that

> ail? (i i) x40 < v (Myev, )
i=1
forall a=(ay,...,0,) € C™, t€(6,00).
In [2] we give the following result:

Theorem 2.2. Assume that, for some s € (0, 1), the conditions (A.1) and (A.2)
hold. Then
[XICa Y]s = [X7 Y]S,IO

For completness we include the proof.

Proof. Let s be fixed in (0,1). Since X is dense in both these spaces, in order
to prove (2.12) it is enough to find, for a fixed s, positive constants ¢; and co
such that

alullxyy, < llullixey), < callullixy), forallue Xi. (2.17)

The function under the integral sign in (2.15) is nonnegative, so the lower
inequality of (2.17) is satisfied with ¢; = 1. For the upper part, we notice that,
foru € Xy and wic == (I +t2Sc") " lu

(wie,u)y = (1 + 28N uyu)y = (wu)y — £ (S (T + 25 u,u)y,

< (uw)y < e(s)|ullfy vy,
It was proved in [2] (Theorem 2.1) that

(wic,w)y = (w,u)y +t 2(M;'d,d). (2.18)
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Then, using (2.11), (2.18) and the above estimate, we have that for any
positive number 4,

lulP . < (6 9)lulEy, + /5 2 (e )l dt

< (6, )ul 3, + /5 2 (00, 0 dt

+ / 2t (M, d) de.
0

Hence the upper inequality of (2.17) is satisfied if one can find a positive § and
¢ = ¢(6) such that

/5 2T (M, d) dt < cljulfy .y, forallu € X (2.19)
From (A.2), there exist § > 0 and v > 0 such that

n
<Mt’1oz, a> <~ Z |ai|2 (i, ‘Pi))}}t

=1
foralla = (aq,...,a,)t € C* t € (6,00). Inparticular, for a;; = (u, ;) x.1,
1=1,...,n,we obtain
-1 | (u
d,d) <~ forallt € (5, ), u € Xx,
< > ’Lz; @lasol)Xt ( )

where d = (dy, . .., dy,)t. Thus, using the above estimate, (2.16) and (A.1) we
have

/ t—25+1 <Mt_1d, d> dt S ’)/Z/ t_28+1 |(
é i=1 4 (
(
(

< Zn /Oot2s+1| wl
=79
=170

U ‘Pz)Xt|

dt
©i, Pi) Xt

Piy Soz)Xt
n
< e’ Z HUH[QX%,Y]S < VCs_QnHUH[QXX]S
=1
Finally, (2.19) holds, and the result is proved. O

Remark 2.3. By Lemma 2.3, the space X is dense in [ X, Y], if and only if
the functionals L, ¢ € K are not bounded in the topology induced by [ X, Y] .
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3. Interpolation between subspaces of H?(RY) and
H>(RN).

In this section we give a simplified proof of the main interpolation result
presented in [12]. An extension to the case when the subspace of interpolation
has finite codimension bigger than one is also considered.

Let @ € R and let H*(RY) be defined by means of the Fourier transform.
For a smooth function « with compact support in RV, the Fourier transform 4
is defined by

i(©) = ()2 [u(a)e " aa,

where the integral is taken over the whole R™V. For « and v smooth functions
the
« -inner product is defined by

<y Sam / (1 -+ €2) a(€)a(E) de.

The space H(R") is the closure of smooth functions in the norm induced
by the « -inner product. For a, G real numbers (o < (), and s € [0, 1] itis
easy to check, using Remark 2.1, that

[Hﬁ(RN)’Ha(RN)] _ HsaJr(lfs)ﬁ(RN).

S

For » € HB(RY), we are interested in determining the validity of the formula

[Hg(RN),H“(RN)} - [Hf’(RN),Ha(RN) . 3.1)

s 5,$

For certain functions ¢ the problem is studied by Kellogg in [12]. Next, we give
a new proof of Kellogg’s result concerning (3.1) and extend it to the case when
Hg(RN) is replaced by a subspace of finite codimension. First, we consider the
casewhen 0 = a < /3. The operator S, associated with the pair X = H#(RY),
Y = HO(RN) = L?(R"), is given by

Su = p?®a, ue D(S) = H*(RN),
where p(€) = (1+ |§\2)%, ¢ € RN. For the remaining part of this chapter, H”

denotes the space H”(R™) and H” is the space {u |u € HP}. Fora, o € HP,
we define the inner product and the norm by

PN AT N ~ ~\1/2
(4, 0)5 = / wBasdC, lalls = (a,a)>
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To simplify the notation, we denote the the inner products (-,-)p and < -,- >
by (-,-) and < -, - >, respectively. The norm || - ||o on H° or H is simply || -||.
Let ¢ € H? be such that for some constants e > 0 and ¢ > 0,

|6(€) — blw)p2 ~20+00| < cp2 —20+e0—c  forall p > 1 (3.2)
0 < g <p, )

where p > 0 and w € SV (the unit sphere of R™) are the spherical coordi-
nates of £ € RY, and where b(w) is a bounded measurable function on SN-1
which is non zero on a set of positive measure.

Remark 3.1. From the assumption (3.2) about ¢ and by using Lemma 2.3, we
have that

H(f is dense in H® if and only if o < ay. (3.3)

Theorem 3.1. (Kellogg) Let ¢ € H? be such that its Fourier transform ¢
satisfies (3.2), and let 6y = ag/3. Then

[H@,HO} - {Hﬁ,HO} L 0<s<1,1—s%0p, (3.4)
s S,
Proof. From the way we defined < -, - >3, (3.4) is equivalent to
[ﬁg,ﬁlo} - [ﬁﬁ,ﬁo} L 0<s<1,1—s6p (3.5)
s S,

Following the proof of Theorem 2.2, we see that in order to prove (3.5), it is
enough to verify (2.19) for some positive constants ¢ = ¢(s) and 4. Using
(2.16), the problem reduces to

0o N 2
t—@sﬂ)Mdt < cllall? forall o € Xy,
/5 G ns LS lalltx vy, ¢

where X = H7 and Y = H°. Denoting 1 — s =  and ®(t) = (¢, $) x, this
becomes

G500)]
0 281429 ~
I:= / 203t gt < cllal3, forallae ). (36)

Using (3.2) it is easy to see that, for a large enough § > 1

43

and (3.2) also implies that

N _

6(&)| < clp| =272 for [¢] > 1. (3.8)
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Before we start estimating 1, let us observe that by using spherical coordinates

lills = [ ) dp. e ). (3.9)

where

B 1/2
Ulp) = u(p)9502< / |i(p, w)|? dw) , mlp) = (14 p)Y2.
él=1

First, we consider the case 0 < 6§ < 8p and set 61 := 0y — 6. Fora € fl(f we

have
48 2 26,
p2h 427 [\

Thus, by this observation and (3.7) we get

2

00 23 2
reef e ([ @) ) a

Then,

= [Cen( [ e )

lgl<1

00 13—201 2 00
e / S — ( / !a<§>¢<£)1d§> dt< c / eI a al® el

lgl<1

< c(0)|3-



12 RECENT PROGRESS IN COMPUTATIONAL AND APPLIED PDES
On the other hand, by Fubini’s theorem, we have

o 28 2
L= [ . ’fH“( / %!ﬁ(ﬁ)qﬁ(ﬁ)ld&) at

l€1>1

- [Tem( [ B e i)

l§1>1

< / u(ﬂ(n—)wm(ﬁ)ﬁb(n)l dn> dt

) + 12
n|>1

_ / / a(©)a(mdE) ()] (u(E)un)*

[€1>1|n|>1

00 t3—201 Ut dv d
/5 (14()?8 +2) (1u(n)?° + 2) b dn 4.

To estimate the last integral we use the formula

[e's) t3—29 1 al—@ _ bl—@
— —dt=—5——""—, 0<6<2, 0#£1 b>0.
/0 aroer =@ amp 0 0502 0FL ab>
(3.10)

The integral can be calculated by standard complex analysis tools. If a = b,

then the right side of the above identity is replaced by 1520, Next, by using
2

(3.10), (3.8) and spherical coordinates ¢ = (p,w), n = (r, p), we obtain
<) [ [Tt ) R, () (o))
1 1
U(r)U(p) dp dr,

where for o € (0,1), x > 0, y > 0, we denote

T —y®
e = Sy et

azx®t forxz=y.

The function x — R, (x,y) is decreasing on (0, co) for each y € (0, 00)
and it is symmetric with respect to z and y.
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Using this observation, we get

I < e(6) / / (rp) 30 Ry (28, Y U (YU (r) dr dp
1 1

<o) [ K pU@Uie) drdp.
0Jo
where )
K(r,p) = (Tp)_5+501 Ri—g, (7257 p2ﬁ)' (3.11)
In order to estimate the last integral, we apply the following lemma.

Lemma 3.1. (Schur) Suppose K (z, y) is nonnegative, symmetric and homoge-
neous of degree —1, and f, g are nonnegative measurable functions on (0, co).
Assume that

o0 1
k:/ K(l,z)x™2 dz < oo.
0
Then

|7 [ s dray <k [ s ar) : (o) :

(3.12)

We will prove this lemma later. For the moment, we see that the function
K (z,y), given by (3.11), is homogeneous of degree —1, and satisfies

o0 1
k:/ K(z,1)z"2 dx < oo.
0

Indeed
Iﬁztﬁ/:}%dt < oo, for0< 6y < 1.
By Lemma 3.1,

I < e(6) / :°U2<p> dp < ¢(0)]al2

and by combining the estimates /; and I, we obtain (3.6).
Let us consider now the case 8y < 6 < 1, and let §; = 8 — 6y. Then, by
using (3.7), we have

[e'S) 48 2
reef e ( [ Sl de) o



14 RECENT PROGRESS IN COMPUTATIONAL AND APPLIED PDES

The remaining part of the proof is very similar to the proof of the first case. The
theorem is proved. O

Proof of Lemma 3.1. By Fubini’s theorem, it follows

[ [ reasram asay = [ ( K dy) d
/ f(:z:)/ K (z,xt)g(x )dtdx—/ / K(1,t)g(xt) dt dx
/ Klt/ F(@)g(at) dz di

< /0 K(1,1) </0 f(z)? da:)é</zog(xt)2 dyc)%dt
< /:OK(u)t—% dt (/:Of(x)Z da;)% </:Og(x)2 d:r:> %.

Next we prepare for the generalization of the previous result.
Let o1, ¢, ..., ¢ € HP(RYN) such that for some constants e > 0and ¢ > 0
we have

{ [$:(6) = Gi()] < cp™F T2 for [¢] > 1 (3.13)
O<ay<p,i=1,...,n,

where B N
$i(€) = bi(w)p™ 2 7, € = (p,w),
and b;(-) is a bounded measurable function on SV—1, which is non zero on a

set of positive measure.
Define

4ﬂ¢z 7 ’£|4ﬁ¢z 7 Q;
(pzj(t): <M2ﬂ+t27¢]>7 (Z)Zj() <‘€|25+t27¢]> Z_ﬁv

xixli

-~ o~ 1 oo
iy Pj ::_b’iab'a' ———d ) ‘7 ‘ :1727“'7 )
[¢ Qs]] ﬁ( J) /O SU(1U2 4 1) Ly 1 ] n

where (-, ), is the inner product on L?(SV—1).
Clearly, [-, -] is an inner product on span{¢; | i = 1,2,...,n}.

Lemma 3.2. With the above setting we have

Dj(t) = [, Gyt 02 (3.14)
D5 () — ©5(t)] < et 0727 ¢ 55, (3.15)

for some constants ¢ > 0,7 > 0and § > 1.
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Proof. By using spherical coordinates, we have

0= [ e aga= [0 /b()b()d

The change of variable p® = tz in the first integral completes the proof of
(3.14). The proof of (3.15) is straightforward. O

Theorem 3.2. Let 1, o, . .., ¢, € HP besuchthatthe corresponding Fourier
transforms ¢y, ¢, . . ., ¢, satisfy (3.13) and in addition, the functions ¢;, &2,
., ¢n, are linearly independent.
Let K = span{¢1,¢2,...,¢n}. Then

[HY Hs = [H? HYoxc, (1= 8)B# i, fori=1,2,....n

Proof. We apply the Theorem 2.2 for X = H?, Y = HY, K = span{op1,...,
©n} and s such that (1 — s)8 # «y, @ = 1,2,...,n. By using the hypothesis
(3.13) and Theorem 3.1, we get

[Hgi,HU]S = [HﬁjHO]S’W fori=1,2,...,n

So (A1) is satisfied. In order to verify the condition (A2), we first observe that
(My)i; = ®45(t). By denoting Dy = diag(M;), the condition (A2) can be
written as follows:

There are § > 0 and ~ > 0 such that

My — Dy >0, forallt e (§,00),

where for a square matrix A, A > 0 means that A is a nonnegative definite
matrix. From the previous lemma we obtain the behavior of (M, );; for ¢ large:

(My)ij = ([fi, &3] + fij (1)) t0 101

where | f;;(t)| < ct~", fort > &. Denote M;, M the n x n matrices defined
by
(My)ij = (¢, &5] + fiz(t), (M)ij = [¢i, d5]
and let D; = diagM;, D = diagM. Next, for z = (z1,22,...,2n) € C™, We
have 3 B
((My —vDy)z,z) = ((My —vDy)2t, 2)
where < -, - > isthe inner producton C™ and (2;); = z t% 1, i =1,2,...,n
Hence, the condition (A2) is satisfied if one can find v > 0, § > 0, such that

Mt — ’}/Dt >0, forallt € (5, OO)
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On the other hand, since ¢1, ¢, . . ., ¢, are linearly independent, M is a sym-
metric positive definite matrix on C™ and

li M; —~yDy) = M.
7\()1,?100 (M; —vDy)
Therefore, therearey > 0, § > 0suchthat M, —yD, > 0, forall ¢t € (8, c0),
and (A2) holds. The result is proved by applying Theorem 2.2. O

The corresponding case of interpolation between subspaces of H? of finite
codimensions and H, where «, 3 are real numbers, o < 3, is a direct conse-
guence of the previous theorem.

Leta < Band @1, o, ..., ¢, € HP be such that the corresponding Fourier
transform ¢+, ¢o, . . ., ¢, satisfy for some positive constants c and e,

{ [61(6) — Bil&)] < cp™ = 7N for ¢ > 1 (3.16)
a<y<pB,i=1,...,n,

where 3 N

$i(€) = bi(w)p~ 2 72T £ = (p,w),
and b;(-) is a bounded measurable function on S~=1, which is non zero on a
set of positive measure.

Theorem3.3. Letyy, o, ..., ¢, € HP besuchthatthe corresponding Fourier
transforms ¢, ¢, . . ., ¢, satisfy (3.16), and in addition, the functions ¢1, ¢2,
..., ¢y, are linearly independent. Let £ = span{y1, 2,...,vn}. Then

[Hg,Ho‘]s = [H’@,Ha]sﬁ, sa+(1=38)8 # i, fori=1,2,...,n. (3.17)
Furthermore , if s + (1 — )8 < min{v;, i = 1,2,...,n}, then
[HY, HY), = H*H(1=9)8, (3.18)

Proof. The first part follows from the main theorem 3.2 and the fact that T :
H* — HO° defined by Tu = 4, u € H* is an isometry from H® to H7~
forany v € [o, 3]

Now let s < min{v;, ¢ = 1,2,...,n}. By the first part of the theorem, in
order to prove (3.18) we need only to prove that H’ is dense in Hs+(1-5)5,
By Lemma 2.3, this is equivalent to proving that

A
{ HB s u—5<u, >g= (4, $)g,

is not bounded in the topology of H5T(1=9)8 for qll pveLl, p#0.
(3.19)

n
For afixed ¢ € L we have ¢ = > ¢;¢;.
i=1
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Since ¢1, ¢o, . . ., n are assumed to be linearly independent, ¢ fails to be a
“good” function (better than ¢;, i = 1,2,...,n). More precisely, the asymp-
totic expansion at infinity of ¢ is of the same type (except maybe a different
b-part) with one of the functions ¢1, ¢, . .., ¢,. Thus, it is enough to check

(319) for ® € {9017 ©2,..., Spn}
Assuming that A, is continuous, it implies that

(ﬁ, ¢1)ﬁ = (ﬂ, fi)5a+(1—s)ﬁau € Hﬁ:

for a function f; € Hsot(1-9)5,

Thus, by using the density of H” in H*®, for s < (3, we get that f; =
M2ﬂu—2(sa+(l—s)ﬁ)¢i.

On the other hand,
/u2(5a+(18)5)|f¢!2 de = /M252sa+236|¢i|2 de
> c/:o p2ﬁ725a+2sﬁp*N*4ﬁ+2’h‘prldp
= c/OO p-1H20i=(sat(1=9)8)) g — oo
§

for sa + (1 — s)B < min{~;, i = 1,2,...,n}. This completes the proof. [

4. Shift theorem for the Biharmonic operator on
polygonal domains.

Let © be a polygonal domain in R? with boundary 0. Let 99 be the
polygonal arc P P> --- P, Pi. At each point P;, we denote the measure of
the angle P; (measured from inside ) by w;. Let w := max{w; : j =
1,2,...,m}.

We consider the biharmonic problem Given f € L%(Q), find u such that

A?u=fin Q,
u=0 on 01, (4.1)
ou __
a, =0 on oN.

Let V = HZ(Q) and

Z / 8:&83:] 61'181‘3 dz, u,v, € V.

The bilinear form « defines a scalar product on V' and the induced norm is
equivalent to the standard norm on HZ(€2). The variational form of (4.1) is :
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Find v € V such that

a(u,v) = /va dr forallveV. 4.2)

Clearly, if u is a variational solution of (4.2), then one has A%y = f in the
sense of distributions and because v € HZ(2), the homogeneous boundary
conditions are automatically fulfilled. As done in [2], the problem of deriving
the shift estimate on 2 can be localized by a partition of unity so that only
sectors domains or domains with smooth boundaries need to be considered. If
Q) is a smooth domain, then it is known that the solution u of (4.2) satisfies

lull ) < ell fll,  forall f € L*(),

and
ull ) < cllflli-2(),  forall f e H*(Q).

Interpolating these two inequalities yields
HUHQ_;,_QS < CHfH_Q_;_QS, forall f € H_2+25<Q), 0<s<1.

So we have the shift theorem for all s € [0, 1]. Let us consider the case of a
sector domain. The threshold, s, below which the shift estimate for a polygonal
domain holds is given, as in the Poisson problem, by the largest internal angle
w of the polygon. Thus, it is enough to consider the domain Sw defined by

So={(r0),0<r<1,—w/2 <0 <w/2}.
We associate to (4.1) and ©2 = S,,,, the characteristic equation
sin?(zw) = 2% sin? w. 4.3)

In order to simplify the exposition of the proof, we assume that

2 ; 2
sin\/ R | 7,&\/1—““; (4.4)
S W w

Rez # 2 for any solution z of (4.3).

and

The restriction (4.4) assures that the equation (4.3) has only simple roots.
Let 21, 22, ..., 2, be all the roots of (4.3) such that 0 < Re(z;) < 2. Itis
known (see [7], [10], [13], [17]) that the solution u of (4.2) can be written as

j=1
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where up € H*(Q) and for j = 1,2,...,n, we have S;(r,0) = r'=iu;(8),
u; is smooth function on [—w/2,w/2] such that u;(—w/2) = uj(w/2) =
ui(—w/2) = uj(w/2) = 0, k; = ¢; [, fo; dv and ¢; is nonzero and de-
pends only on w. The function ¢; is called the dual singular function of the
singular function S; and ;(r,0) = n(r) r'=%u;(0) — w;, where w; € V
is defined for a smooth truncation function 7 to be the solution of (4.2) with
= A%n(r) r1=%u;(0)). In addition,

lurllmi@y < cllfll,  forall f € L*(Q). (4.6)

Next, we define K = span{pi1,p2,...,pn}. As a consequence of the
expansion (4.5) and the estimate (4.6) we have

lull a0y < ell fll,  forall f € L2(Q)x. (4.7)
Combining (4.7) with the standard estimate
ull 2y < el fllm—=2), forall fe H*(9),
we obtain, via interpolation
ullize ), m2@ - < cllflizz@)e,m-2@n_. s €[0,1].  (4.8)
Let so = min{Re(z;) | j = 1,2,...,n}. Then, we have
Theorem 4.1. If 0 < 2s < sgand 2 = S, then
[L2(Q)ic, H ()15 = [LX(Q), H*(Q)]1-s- (4.9)
Proof.  First we prove that there are operators E and R such that

E:L2(Q) — L3(R), E : H2(Q) — H2(R?),

R:L*(R?) — L*(Q), R: H*(R?) — HZ(Q)

are bounded operators, and REu = u, forallu € L?().
Indeed, F can be taken to be the extension by zero operator.

To define R, let ) = n(r) be a smooth function on (0, oo) such that n(r) = 1
for 0 <r <landn(r)=0forr > 2. Define a =%, a =-2- and

27 T—a

o — T T

g1(0) = - 0+, gof) = " (=0 +a, €]0,al
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Note that ¢;(0) = mand g;(«) = «, 7 = 1, 2. For asmooth function « defined
on R? we define Ru := us, where
Step 1. u; = nu.
Step 2. ug(r,0) = ui(r,0) + 3ui(1/r,0) —4uy(1/2 4+ 1/(2r),0),
r<1,0¢€]l0,2m).
Step3. ForO<r <1
uz(r,0) + auz(r, g1(0)) — (1 + a)ua(r, g2(0)),
0<0<w/2,

us(r,0) + aua(r, —g1(=0)) — (1 + a)ua(r, —g2(-0)),
—w/2<6<0.

us(r,0) =

One can check that, foru € H3(R?), u3 € H3(Q)and REu = u. The operator
R can be extended by density to L2(R?). The extended operator R satisfies all
the desired properties.

Next, let ¢; be the Fourier transform of Ey;, j = 1,...,n. Using asymp-
totic expansion of integrals theory presented in the Appendix 1, we have that
the functions
{Eyj, j =1,...,n} satisfy for some positive constants ¢ and e,

i (€) — $;(€)] < ep™1H(2Hsi) =€ for |¢] > 1
{—§<—2isi<0,i:1,...,n, (4.10)

where s; = Re(z;) and
$;(€) = bi(w)p 1T =2F83) ¢ = (p,w) in polar coordinates,

and b;(-) is a bounded measurable function on the unit circle, which is non
zero on a set of positive measure. Thus, we have that the functions {Ey;, j =
1,...,n} satisfy the hypothesis (3.16) of Theorem 3.3 with N = 2, § = 0,
a=-2andvy; = -2+ s;,j =1,...,n. Denoting £ := span{Ey;, j =
1,...,n}, by Theorem 3.3 applied with 1 — s instead of s, we have that

[L2(R?), H(R?)|1—s = [L*(R?), H*(R*)]1—s = H™?"*(R?), (4.11)

for 2s < sp := min{Re(z;), j =1,2,...,n}.

Finally, using (4.11), the operators £ , R and Lemma A.1 (adapted to the
case when we work with subspaces of codimension n > 1), we conclude that
(4.9) holds for 2s < sq.

From the estimate (4.8) and the interpolation result (4.9) we obtain

”UH2+25 < CHfH_2+2$, for all f S H_2+S(Q>, 0 <2s < sg.

The above estimate still holds for the case when €2 is a polygonal domain
and so corresponds to the largest inner angle w of the polygon. Figure 1 (see
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below) gives the graph of the function w — 2 + so(w) which represents the
regularity threshold for the biharmonic problem in terms of the largest inner
angle w of the polygon. On the same graph we represent the the number of
singular (dual singular) functions as function of w € (0, 27). Note that if w is
bigger than 1.437, which is an approximation for the solution in (0, 2) of the
equation tan w = w, the space X has the dimension six.

omega 7Pi 1.23Pi 1.43Pi 2Pi

Figure 1. Regularity for the biharmonic problem.

Appendix: A. An interpolation result

Let © C Q be domains in R? and V'!(Q2), V() be subspaces of H' (), H'(Q), re-
spectively. On V1(Q), Vl(ﬁ) we consider inner products such that the induced norms are
equivalent with the standard norms on H'(€2), H(£2), respectively. In addition, we assume
that V1(2), V() are dense in L2(Q2), L?(<2), respectively. Let’s denote the duals of V' (£2),
VH(Q) by V=1(Q), V1(Q), respectively. We suppose that there are linear operators E and R
such that

E:L*(Q) — L*(Q), E:V'(Q) — V'(Q) are bounded operators, (A1)
R:L*(Q) — L*(Q), R: V() — V'(Q), are bounded operators, (A2)
REu=u forallu e L*(Q). (A3)

Lett € L*(Q), ¢ = By € L*(Q) and 6 € (0, 1) be such that

L*(Q)y == {u € L*(Q) : (u,p) = 0} isdensein [L*(Q), V" (Q)]s, (A.4)
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L*(Q); == {u e L*(Q): (u,¥) = 0} isdensein V' (Q), (A5)
[L2( )5, VT (Q)]o = [L2(2), V(D). (A6)

Lemma A.1. Using the above setting, assume that (A.1)-(A.6) are satisfied. Then,
[L%(Q)w, VT H(Q)]o = [L*(Q), VT (D)o (A7)

Proof. Using the duality , from (A.1)-(A.3) we obtain linear operators E*, R* such that

E*: L*(Q) — L*(Q), E*: V}(Q) — V), are bounded operators, (A.8)
R : L*(Q) — L*(Q), R*: V 1(Q) — V() are bounded operators, (A.9)
E*R*u=u forallu e L*(Q), (A.10)

E* maps L*(Q); to L*(Q)y, (A1)

R* maps L*(Q)y to L*(Q) ;. (A.12)

From (A.8) and (A.11), by interpolation, we obtain

IE" 0120y, v-1(), || < cHU[LQ(Q)U;}V,l@)}G | forall ve L*(Q);. (A.13)

For u € L*(Q)y, let v := R*u. Then, using (A.12), we have that v € LQ(Q)J Taking
v := R*u in (A.13) and using (A.10), we get

luiLz (@), v-1@,ll < cHR*u[Lz@m,Vﬂ@]B | forall ue L*(Q),. (A.14)
Also, from the hypothesis (A.6), we deduce that
”R*U[L?(SN‘Z)J),V—l(ﬁ)]OH < C”R*“[w(ﬁ),v—l(ﬁ]g” forall u € L*(Q)y. (A.15)
From (A.9), again by interpolation, we have in particular
HR*“[m(ﬁ),v—l(ﬁ]g I < cllugrzy,v-1@y,ll  forall ue LQ(Q)w- (A.16)
Combining (A.14)-(A.16), it follows that
lurz2 @)y v-1@,ll < cllupz) v-1y, |l forall ue L*(Q)y. (A.17)

The reverse inequality of (A.17) holds because L?(92), is a closed subspace of L?(). Thus,
the two norms in (A.17) are equivalent for u € L?(£2),. From the assumption (A.4), L*(Q).,
is dense in both spaces appearing in (A.7). Therefore, we obtain (A.7). O

Remark A.1. The proof does not change if we consider Q2 C € to be domains in R™ and H'
is replaced by any other Sobolev space of positive integer order k.
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Appendix: B. Asymptotic expansion for the Fourier integrals

For a more general presentation of asymptotic expansion of functions defined by integrals
see [4], [8], [19].
Integrals of the form

/a " ()

are called Fourier integrals. We shall present the asymptotic behavior as x — oo of the Fourier
integrals for a particular type of function f. If ¢ and ¢ are two real functions defined on the
interval I = (0, c0) and ¢ is a strictly positive function on I, we write ¢ = O(¢)) as x — oo
if ¢/1 is bounded on an interval I = (4, co) for a positive ¢, and ¢ = o(y)) as ¢ — oo if

lim ¢/ = 0.
Theorem B.2. Let ¢ be a continuously differentiable function on the interval [a,b] and A €
(0,1).

a) If ¢(b) = 0then

/b et —a)* Tt p(t) dt = —T(N)g(a)e2 P D™z 1 O(z71).
b) If ¢(a) = 0then
/b e (b— 1) (1) dt = T(N(b)e” ez + O(x™).

Here I' is the Euler’s gamma function.

Remark B.2. The result holds for A = 1 provided O(z ") is replaced by o(z ') in the above
formulas.

The proof of Theorem B.2 can be found in [8] Section 2.8.

Next we study the asymptotic behavior of the Fourier transforms of the dual singular functions
which appear in Section 4. To this end, let = n(r) be a smooth real function on [0, co) such
that n(r) = 0 for r > 3/4 and let u = () be a sufficiently smooth real function on [0, 27].
For any non-zero s € (—1, 1) we define

u(z) = n(r)r'u(d), z==(r6)¢€ R?,
and
B(pw) = 2mi(6) = [ Culw) o, €= (pw) € B
R2

where (r,6) and (p,w) are the polar coordinates of = and &, respectively. One can easily see
that

1 27 .
®(p,w) = / 0 / (@) dpar. (B.1)

To study the asymptotic behavior of ® for large p, we use the technique of [12] to reduce the
double integral to a single integral. For a fixed w, we consider the line r cos(f — w) = t in the
x plane and denote by [(t, w) the intersection of this line with the unit disk. Next, in the (r, ¢)
variables the integral (B.1) becomes:

2(pw) = [ gl at (B.2)

1
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where
r)yrits
g(t) = o,
G
1(t,w
0 = w+cos™H(t/r), if 0 € [w,w+7]and @ = w — cos™ (t/r), if 6 € [w— m,w]. The
function g is continuous differentiable on [—1, 1] and g(—1) = g(1) = 0. Thus, from (B.2) we
have

(6) dr,

. 1
a(pw) =1 [ e (B.3)
PJ-1
The function g can be described as
1 1+s 1 1+s
_ [ n(r)r -1 n(r)r 1
o(t) 7/“‘ (e +cos™ (1/1) dr+/m T u(w—cos™ (t/r))ir,

and the integral in (B.3) can be split in Lol + _[01. Thus, the function ® is defined by a sum of
four integrals. We will use Theorem B.2 in order to find the asymptotic behavior as p — oo of
each of the integrals. We shall present the estimate for only one of them.

Let s € (—1,0) be fixed and let h be the function defined by

ht) = L(r)rtte

= —
¢ Ve — 2

where § = w + cos™ ' (t/r). We apply Theorem B.2 for the integral

(0) dt,

1
/ B ()’ dt. (B.4)
0
To compute h'(t) (by Leibnitz’s formula) we set z = r — ¢ to rewrite h as

h(t) = /H e+ @+ 0™ o e

-0 Vrx + 2t
This leads to
W) = 1/,t ((1 +o)mz+t) e+t (e +t)(z+)He
B J NCNCES NeNCEST
n(z +t)(z + )" n(z+t)(z+1)°
. ﬁm+mw2)ww——f;3r—mwﬂw
Going back to the r variable, via the change r = = 4 ¢, we get
- [ [ (Ao a ot eyt )
" _Z ( VP2 Ve V- B t1) o)
n(r)r®
e (9)} dr

A new change of variable r = yt leads to the fact that h’(t) = t°¢(¢), where the function ¢
is continuous differentiable on [0, 1], ¢(0) is in general not zero and ¢(1) = 0. According to
Theorem B.2 (with A = 1 4 s) we have that

/J”wé”w=mwm**+ow”» (B.5)
0
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where the constant in the term O(p~") is bounded uniformly in w. Therefore, from (B.2) and
(B.5), for the case s € (—1,0) we obtain that

P(p,w) =b(w)p >+ 0(p™?), (B.6)

where the constant in the term O(p~?2) is bounded uniformly in w. By Remark B.2, (B.6) holds
for s = 0 provided O(p~2) is replaced be o(p~2). Thecase s € (0, 1) can be treated in a similar
way. Since k(1) = 0, one can easily see that in fact we have ¢’(1) = 0 and g’(—1) = 0. Then,
from (B.2) we get

)= [0 ar ®.7)

-1

All the considerations for g used inthe case s € (—1, 0) can be reproduced in the case s € (0, 1)
for the functions ¢’ in order to get

D(p,w) =b(w)p > " +0(p™?), (B.8)

where the constant in the term O(p~?) is bounded uniformly in w.
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Abstract In this note we review the time-splitting spectral method, recently studied by
the authors, for linear [2] and nonlinear [3] Schrodinger equations (NLS) in the
semiclassical regimes, where the Planck constant ¢ is small. The time-splitting
spectral method under study is unconditionally stable and conserves the position
density. Moreover it is gauge invariant and time reversible when the corre-
sponding Schradinger equation is. Numerical tests are presented for linear, for
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tween the solutions of the nonlinear Schrddinger equation and its hydrodynamic
semiclassical limit are presented.

Keywords:  Time-splitting spectral method, Schrddinger equation, semi-classical regime, ad-
missible meshing strategy, physical observable

1. Introduction

Many problems of solid state physics require the solution of the follow-
ing linear/nonlinear Schrédinger equation (NLS) with a small (scaled) Planck
constante (0 < ¢ < 1):

2
ieu; + % Auf — V(x)uf — f(|uf*)u — eT arg(u®)u® =0, (1.1)

ut(x,t =0) = uj(x), x € R% (1.2)

In this equation, V' = V/(x) is a given real-valued electrostatic potential, f is a
real-valued smooth function, = > 0 is a constant relaxation rate, u® = u®(x, t)
is the wave function and arg(u®) is defined (up to an additive constant) as:

earg(u®(x,t)) = S°(x,1), VS =J%/p°, whenp®#0, (1.3)

where p° (the position density) and J¢ (the current density) are primary physical
quantities and can be computed from the wave function u°:

po(x, 1) = |uf (x, 1) 2 (1.4)

and
Jo(x,t) = € Im(uf(x,t) Vu®(x,t)), (1.5)
where “— denotes complex conjugation. We assume that |ug| decays to zero

sufficiently fast when |x| — oc.

The general form of (1.1) covers many linear/nonlinear Schrodinger equa-
tions arising in various different applications. For example, when f = 0
and 7 = 0, (1.1) reduces to the linear Schrddinger equation; when V' = 0,
f(p) = B pand T = 0, itisthe cubic nonlinear Schrodinger equation (called the
focusing NLS if 3. < 0and the defocusing NLS if 5. > 0; when V (z) = % |x|?
with w > 0 a constant, f(p) = pand 7 = 0, it is related to Bose-Einstein con-
densation (Gross-Pitaevskii equation, cf. [6]). For = > 0 the equation can be
rewritten as current-relaxed quantum hydrodynamical system for p¢ and J¢ (cf.
[14, 16]). It is well known that the equation (1.1) propagates oscillations in
space and time, preventing ¢ from converging strongly as ¢ — 0. On the other
hand, the weak convergence of v is, for example, not sufficient for passing to
the limit in the quadratic macroscopic densities (1.4)—(1.5). The analysis of the
so-called semiclassical limit is a mathematically complex issue.
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Much progress has been made recently in understanding semiclassical limits
of the linear Schodinger equation, particularly by the introduction of tools from
microlocal analysis, such as defect measures [8], H-measures [22], and Wigner
measures [7, 9, 18]. These techniques have provided powerful technical tools to
exploit properties of the linear Schrédinger equation in the semiclassical limit
regime, allowing the passage to the limit ¢ — 0 in the macroscopic densities
by revealing an underlying kinetic structure. These techniques have not been
successfully extended to the semiclassical limit of the (cubically) nonlinear
Schrodinger equation, which was solved in the one-dimensional defocusing
nonlinearity using techniques of inverse scattering [12, 13]. Thus numerical
study of the semiclassical limit of linear/nonlinear Schrodinger equation is a
very important and interesting problem. The numerical experiments may shed
some lights on analytical understanding of the semiclassical behavior of the
Schradinger equations.

The oscillatory nature of the solutions of the Schrddinger equation with small
e provides severe numerical burdens. Even for stable numerical approximations
(or under mesh size and time step restrictions which guarantee stability) the
oscillations may very well pollute the solution in such a way that the quadratic
macroscopic quantities and other physical observables come out completely
wrong unless the spatial-temporal oscillations are fully resolved numerically,
i.e., using many grid points per wave length of O(e). In [19, 20], Markowich
at. el. studied the finite difference approximation of the linear Schrodinger
equation with small . Their results show that, for the best combination of the
time and space discretizations, one needs the following constraints in order to
guarantee good approximations to all (smooth) observables for e small: mesh
size h = o(e) and time step k = o(e). Failure to satisfy these conditions leads
to wrong numerical observables.

Recently, we syetematically studied the time-splitting spectral method for
linear [2] and nonlinear [3] Schrddinger equation in the semiclassical regimes
(1.1), (1.2). The method under study is unconditionally stable and conserves
the position density. Moreover it is gauge invariant and time reversible when the
corresponding Schrodinger equation is. For the linear Schrodinger equation,
we have proved a uniform L2-approximation of the wave-function for & = o(¢)
and h = O(e). Our extensive numerical experiments suggest the following
meshing strategies for obtaining ‘correct’ physical observables: % independent
of e and h = O(e) for linear case [2]; £ = O(e) and h = O(¢) for defocusing
nonlinearities and weak O (<) focusing nonlinearities; k£ = o(¢) and h = O(¢)
for strong O(1) focusing nonlinearities (when the Krasny Filter [15] is applied).
Furthermore, comparisons between the solution of the nonlinear Schrodinger
equation and its hydrodynamic semiclassical limit are presented [3].

The note is organized as follows. In section 2 we present the formal semi-
classical limit of the NLS (1.1). In section 3 we review time-splitting spectral
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method for the NLS (1.1), (1.2) in 1-d. In section 4 we report numerical results
for the NLS.

2. Formal semiclassical limit

Suppose that the initial datum wg in (1.2) is rapidly oscillating on the scale
g, given in WKB form:

ug(x) = Ap(x) exp (25’0()()) , x € R%, (2.1)

where the amplitude A is assumed to decay to zero sufficiently fast as |x| —
oo and the phase Sy are smooth real-valued functions. Plugging the radial-
representation of the wave-function

W (x, 1) = A%(x, 1) exp <£S€(x,t)> — /XD exp (éSE(x, t)) 2.2)

into (1.1), one obtains the following quantum hydrodynamic form of the Schrodinger
equation for p* = |A%|2, J¢ = p°V S° [17]

pf + div JE =0, (2.3)
Je JE 2
JE + div < Ei ) +VP(pF) + p°VV +7J° = %div(,osVQ log p°);

with initial data
pE(X7 0) = |A0(X)|27 J‘E(X’ O) = ’AO(X)F VSO(X)v (24)

(see Grenier [11], Jungel [14], Lin and Li [16] for mathematical analyses of
this system). Here the hydrodynamic pressure P(p) is related to the nonlinear

potential f(p) by
P
P(o) = of (o) = [ f5) s 25)

i.e. f’is the enthalpy. Letting ¢ — 0-, one obtains formally the following
Euler system

pr +div J =0, (2.6)
Ji + div (%) +VP(p)+pVV +1J=0. (2.7)

Note that % is the actual relaxation time. In the case f’ > 0 we expect (2.6),
(2.7) to be the ‘rigorous’ semiclassical limit of (1.1) as long as caustics do not
occur, i.e. in the pre-breaking regime. After caustics the dispersive behavior
of the NLS takes over and (2.6), (2.7) is not correct any more. Note that the
nonlinear Schrodinger equation (1.1) is time reversible iff 7 = 0, i.e. iff no
current relaxation occurs.
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3. Time-splitting spectral method

In this section we review the time-splitting spectral method for the NLS (1.1),
(1.2) of periodic problems. For nonperiodic problems, Bao [1] recently pro-
posed a time-splitting Chebyshev-spectral method. For simplicity of notation
we shall introduce the method in one space dimension (d = 1). Generalizations
tod > 1 are straightforward for tensor product grids and the results remain valid
without modifications. For d = 1, the problem becomes

2
ieu; + %uix —V(z)u® — f(|Juf|*)uf — e arg(u®)u =0,  (3.1)
(.t =0) = uj(z), a < < b, (3:2)

u®(a,t) = u(b,t), us(a,t) = ul(b,t), t > 0. (3.3)

3.1 Time-splitting spectral approximations

We choose the spatial mesh size h = Az > 0 with h = (b — a)/M for M
an even positive integer, the time step £ = At > 0 and let the grid points and
the time step be

zj=a+jh, tn :=nk, 7=0,1,---, M, n=0,1,2,---
Let U;’” be the approximation of u*(z;,t,) and U*" be the solution vector at
time t = t,, = nk with components U;".

The first-order time-splitting spectral method (SP1). From time t = ¢,
tot = t,,4 1, the NLS equation (3.1) is solved in two steps. One solves first
52
ieu; + Eufm =0, (3.4)

for one time step (of length k), followed by solving
icuf — V(2)uf — f(Juf]?)u — eT arg(u)u = 0, (3.5

for the same time step. Equation (3.4) will be discretized in space by the Fourier
spectral method and integrated in time exactly. For ¢ € [t,,,t,+1], the ODE
(3.5) leaves |u®| invariant in ¢:

0 2

5 (|u€|2) = Re (z (V(J:) + f(\u€|2) +eT arg(ue)) |u5|2)
=0 (3.6)

(since V and f are real valued) and therefore (3.5) becomes

icus — V(z)uf — f(|[uf(x,t,)})uf — e arg(uf)u = 0. (3.7)



32 RECENT PROGRESS IN COMPUTATIONAL AND APPLIED PDES
If 7 =0, (3.7) can be integrated exactly and the solution is given by
ue(l‘,t) — efi(V(:Jc)+f(|u5(:r,tn)|2))(t7tn)/s ue(a:,tn)7 te [tmtn-q—l]- (3.8)

If 7 £ 0, since |u®| remains invariant for the ODE (3.7), we set

W (1) = [ (2 ) exp (gsax,t)) C teintid) (39

where S¢ is a function to be determined. Plugging (3.9) into (3.7), using (1.4)
and (1.5), one obtains

Si(z,t) + 75%(x,t) + V(x) + f(|u5(:6,tn)|2) =0, (3.10)
JE(x,t) = p*(z, t,)So(x, ). (3.11)

Differentiating the equation (3.10) with respect to = gives
Jp(x,t) + 7J (2, t) + [V;B(x) + f(]ug(x,tn)\Q)x] p(z,t,) =0. (3.12)
Solving this ODE, one obtains

_ elt=tn)
Jo(a,t) = = [Va(z) + f(ju (2, t0)*)a] p(fv,tn)%

e Tt JE (2, 8,) (3.13)

Substituting (3.12) into (3.11), and using (1.4) and (1.5), we find

JE(x,t) —r(t—ty) us(z, ty)
SE(z,t) ) e eIm o (2 )
. ) 1— e*T(tftn)
— V(@) + f(juf (2, t0)°) ] , (3.14)
and set
€ o uf (v, ty,)

1 — e—T(t—tn)

= [V@) + F (1 . 1))

T 1— eT(tn—t)
= S (u,t) — [V(m) —i—f(|u5(x,tn)\2)] — (3.15)

Plugging (3.14) into (3.9), one obtains the solution of (3.5) in the case 7 # 0.
Notice that S¢(x, t) is determined up to a constant and the choice of the constant
does not affect the observables.
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The detailed method is given by:

M/2-1
Ust = % ST TR g eml@ia 201,20 M~ 1,
I=—M/2
oWV (@) + (U 1)k/e U, if 7 =0,

pentl —
iV @)+ F(UST B)(1me™ ) [er4iS5 U K) 12| if 7 £ 0
] b) b)

where U, the Fourier coefficients of U=, are defined as

27l en emn _—ip(z;—a) _ M M
:U/l:my Ul :ZUJ e T 7l__77"'77_17 (316)

with

U;:7O = UE(IL'],O) = Ug(wj)a ]: 071727” ’ 7M (317)

and §¢ (U, k) isanapproximation S¢(u®, t) in (3.14). Here we use the composite
trapezoidal rule to obtain S numerically:

DU

U|Ct =T x Tr=x
S; (U t) *th ( =y 7 = l) , (3.18)

—1

j:1727'”7M7 SO(Uak):O

with D; the spectral approximation of 0:

M/2—-1
DiUlyey =7 D itn Upe?me), (3.19)
I=—M/2
with
- —ip(xj—a M M
Ul:ZUje (@ )’ZZ_T’”.’E_L (3.20)

Note that the only time discretization error of this method is the splitting er-
ror, which is O(k) for any fixed ¢ > 0. For future reference we define the

trigonometric interpolant of a function f on the grid {z¢, 21, -+ ,za}:
M/2—-1
Z fl et (z— a) Z flx —ip(zj—a) (3.21)

z_ M/2
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The Strang splitting spectral method (SP2). Fromtimet = ¢, t0t = ¢, 11,
we combine the split steps via the standard Strang splitting:

M/2-1
Ut = Y e R GE e = 0,1,2, 0 M - 1,
I=—M/2
o~V (@ £QUS P22 e ifr— 0.
Us™ = ’
J * .
67i(V(m]~)+f(|U;’ |2))(176_]“')/257'+185(UE**,k/Z) ‘Ua,*’ if 7 £0
J Y Y
rren+1 | 21~c/4M_1 ek —jp(xj—a)
Uyt = ety upt emimtnme),
=0

where ﬁf”, the Fourier coefficients of the numerical solution U™ at time ¢ =
t, (n=20,1,2,---). Inthis algorithm, we need to do a Fourier transformation

(i.e. (3.16) with n = 0) for the initial value Uj’o = ug(xj){\fo before time
marching and do an inverse Fourier transformation after all time marching to
get the solution at the final time step. Again, the overall time discretization
error comes solely from the splitting, which is now O(k?) for fixed € > 0.

Our numerical experiments [3] show that, when ¢ is small, SP1 and SP2 work
very well for all considered cases except the strong O(1) focusing nonlinearity,
ie. f(p) = —pBpand 5 = O(1) > 0. In this case, due to the modulational
instability (see [4]), the numerical solution is stable but qualitatively wrong
for small ¢ due to the accumulation of round-off errors. Therefore, we apply
the Krasny filter [15] to the solution at each time step (see also [5] for similar
applications). That is, we set to zero all the Fourier modes of the numerical
solution whose magnitudes are below a certain filter level. This filter is applied
only for the strong O(1) focusing nonlinearity. It is no need to be used in all
other cases.

The schemes SP1 and SP2 are time reversible, just as the IVP for the NLS,
if 7 = 0. Also, a main advantage of the time-splitting methods is their gauge
invariance, when 7 = 0 in (3.1), just as it holds for the NLS itself. If a constant

« is added to the potential V, then the discrete wave functions U ;7”“ obtained

from SP1 and SP2 get multiplied by the phase factor e —*("+1)k/¢ which leaves
the discrete quadratic observables unchanged. This property does not hold for
finite difference scheme.
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3.2 Stability and error estimates in the linear case

LetU = (Up,--- ,Up—1)T and let || - || 2 and || - ||;2 be the usual L2-norm
and discrete /2-norm respectively on the interval (a, b), i.e.

M—-1

b
b—a
fulliz =/ [ @)l UpJ A3k 62

Jj=0

For the stability of the time-splitting spectral approximations SP1 and SP2,
we havethe following lemma [2, 3], which shows that the total charge is con-
served.

Lemma 3.1. The time-splitting spectral schemes (SP1) and (SP2) are uncon-
ditionally stable. In fact, for every mesh size » > 0 and time step k& > 0,

U=z = U=z = UGz, m=1,2,- (3.23)

For constant potential V' (x) = V' = constant, f = 0and 7 = 0 in (1.1), we
have the following error estimate for both SP1 and SP2:

Theorem 3.1. Let u® be the exact solution of (3.1), (3.3), let V' = constant and
u7" be the trigonometric interpolant of U¢" = (U’?’”)ﬁgl as obtained from
SP1 or SP2. Under assumption (A) [2], we have for all integers m > 1

egn h m
Hu[’ _UE(tn)HLQ < DCm <m> , (324)
where D > 0 is a constant.

For variable potential V' = V' (x), f = 0 and 7 = 0, we have the following
error estimate for SP1:

Theorem 3.2. Let u® = u®(x,t) be the exact solution of (3.1), (3.3) and U="
be the discrete approximation SP1. Under assumption (B) [2], and assuming
k = O(e), h = O(e), we have for all positive integers m > 1and t,, € [0,7] :

. n T/ h \™ CTk
o tn) = 05”2 < G ()

where C' is a positive constant independent of ¢, h, k and m and G, is inde-
pendent of ¢, h, k.

, (3.25)
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Figure 1: Numerical solutions at ¢ = 0.5 in the Example for the strong O(1)
defocusing nonlinearity by using SP2. V(z) = 0, f(p) = p, 7 = 0. ‘—":
‘exact’ solution, ‘+ + +’: numerical solution. a). ¢ = 0.04, £k = 0.01, h =

b). € = 0.01, k = 0.0025, h = ¢, €). € = 0.0025, k = 0.000625, h =

Here h = O(e), k = O(e).
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4. Numerical examples

Here we consider an example of strong O(1) defocusing nonlinearity,

V@)=0, flp)=p T=0.

In our computations, the initial condition (3.2) is always chosen in the classical
WKB form:

ue(x,t — 0) — U%(X) — Ao(X) eiSo(x)/E — /PO(X) eiSo(x)/e’ (41)

with Ay and Sy independent of ¢, real valued, regular and with Ay(x) decaying
to zero sufficiently fast as [x| — oo. We compute with SP2 on the inter-
val [—8, 8], which is large enough for the computations such that the periodic
boundary conditions do not introduce a significant (aliasing) error relative to
the whole space problem. The initial condition is taken as

_ 1_|$|7 |‘T|<1a _ T —x
Ap(z) = { 0, otherwise: So(xz) = —In(e® +e7 %), zeR. (4.2)

To test the numerical method, for each fixed ¢, we compute the numerical
solution with a very fine mesh, e.g. h = ﬁ, and a very small time step,
e.g. k = 0.00001, as the reference ‘exact’ solution u*. Figure 1 shows the
numerical results at t = 0.5 with e = 0.04, k = 0.01, h = ;¢ = 0.01,
k =0.0025, h = 3z; € = 0.0025, k = 0.000625, h = =13, corresponding to
the meshing strategy h = O(e) and k = O(e).

Figure 1 seems to suggest the following meshing strategy in order to guaran-
tee good approximations of observables for defocusing nonlinearity: h = O(e)
and k = O(e).

For more numerical experiments on various Schrodinger equations see [2, 3].
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Abstract

1.

This paper is devoted to a class of inverse problems arising in the testing of
semiconductor devices, namely the identification of doping profiles from indirect
measurements of the current or the voltage on a contact. In mathematical terms,
this can be modeled by an inverse source problem for the drift-diffusion equations,
which are a coupled system of elliptic or parabolic partial differential equations.

We discuss these inverse problems in a stationary and a transient setting and
compare these two cases with respect to their mathematical properties. In par-
ticular, we discuss the identifiability of doping profiles in the model problem of
the unipolar drift-diffusion system. Finally, we investigate the important special
case of a piecewise constant doping profile, where the aim is to identify the p-n
junctions, i.e., the curves between regions where the doping profile takes positive
and negative values.

Introduction

Due to their tremendous impact on modern electronics, the mathematical
modeling of semiconductor devices has developed well in the last fifty years,
since Van Roosbroeck (cf.[20]) first formulated the fundamental semiconductor
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device equations (see Section 2 for an overview). For a detailed expositions
concerning the modeling, analysis and simulation of semiconductor devices we
refer to the monographs [12, 14, 17] and for an overview of recent advances
and hierarchies of models we refer to [9].

Although of increasing technological importance, optimal design and iden-
tification problems related to semiconductor devices seem to be poorly under-
stood so far. Only recently, there was some effort in optimizing the performance
of devices (cf. e.g. [8, 18, 19]) and in identifying relevant material properties
(cf. [4,10]). The position-dependent function C' = C'(x) to be identified or op-
timized is the doping profile, which is the density difference of ionized donors
and acceptors. Insome cases (e.g. for the p-n diode discussed below), it may be
assumed that the doping profile is piecewise constant over the device; the inter-
esting quantities are then the curves or surfaces between the subdomains where
the doping is constant. These curves are usually called pn-junctions, when they
separate subdomains where the doping profile takes positive and negative val-
ues, respectively. Inthe most important doping technique of silicon devices, ion
implantation, it is only possible to obtain a rough estimate of the doping profile
by process modeling (cf. e.g. [17] for further details). In order to determine
the real doping profile, reconstruction methods from indirect data have to be
used. We shall use the notion inverse doping problem introduced in [4] for the
identification of the doping profile in general.

2. Stationary and Transient Semiconductor Equations

In the following we review the drift-diffusion (DD) model for semiconductor
devices, both in the stationary and transient case. The drift-diffusion model is
a coupled system of nonlinear partial differential equations for the electrostatic
potential V, the electron density n (> 0) and the hole density p (> 0) , which
is solved in a domain @ ¢ R? (d = 1,2, 3) representing the semiconductor
device and in a time interval [0, 7'] in the transient case.

2.1 The Transient DD-Model

The drift-diffusion equations in the transient case are given by (cf. [14])

0=div(e;,VV) —g(n—p—C) inx (0,7)
Z—ZL = div(D,Vn — p,nVYV) inQ x (0,7)
d , :
= = dV(D,Vp+ pVV) in Q x (0,7)

where e, denotes the semiconductor permittivity, ¢ the elementary charge, .,
and 1, are the electron and hole mobility, D,, and D,, are the electron and hole
diffusion coefficients. R denotes the recombination-generation rate, which
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generally depends on n and p. We assume that R is of the standard form
R = F(n,p,x)(np —nj), (2.1)
where F'is a nonnegative smooth function, which holds e.g. for the frequently
used Shockley-Read-Hall rate
np — nf
m(n+n;) +m(p+mni)

Rsru =

The parameters eg and g are positive (dimensional) constants and ,,,, and
D, ;, are modeled by positive functions.

This system is supplemented by homogeneous Neumann boundary condi-
tions on a part 92 (open in 912) of the boundary. On the remaining part 9 p
(with positive (d — 1)-dimensional Lebesgue-measure), the following Dirichlet
conditions are imposed:

V(z,t) = Vp(z,t) =Ul(x,t) + Vii(z) =U(z) + Urln (

awt) = nofa) = 5 (€@ +/C+102)
p(xz,t) = ppl(z)= % <—C($) +4/C(z)? + 4n12>

on 9 p x (0, T), where n; is the intrinsic carrier density, Ur (> 0) the thermal
voltage and U is the applied potential. Moreover, the initial conditions

nD(x)>

n;

n(x,0) = no(x) > 0, p(z,0) =po(z) >0 in Q (2.2)

have to be supplied.

2.2 The Stationary DD-Model

The stationary drift-diffusion model is obtained from the transient case by

setting
on _ Op
ot ot
and omitting the initial conditions. Using the Einstein relations, which are
standard assumptions about the mobilities and diffusion coefficients of the form

0

Dn = ,unUT, Dp = /.LpUT, (23)

we may transform the system using the so-called Slotboom variables « and v
defined by

n = Cod%eV/Ury, p = Cod2e™V/Ury, (2.4)
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where §2 = & with a typical value Cy for the doping profile, which is also
scaled by Cy. Rescaling all quantities to non-dimensional analogues (cf. [14]
for further details) we obtain the system

NAV =82 u—e Vo) - C inQ (2.5)
div.J,, = 6*Q(u, v, V,z)(uv — 1) in Q (2.6)
divJ, = —6'Q(u, v, V, x)(uv — 1) in Q (2.7)

Jn = pund2e” Vu inQ (2.8)
Jy = —ppdie”V Vo in Q (2.9)

where \? is a positive constant and @ is defined via the relation F(n,p, )
= Q(u,v,V,x). The new variables J,, and J, are the scaled electron and hole
current densities; the above mixed formulation seems to be natural for cases
where one is interested in these quantities, since it contains them explicitly.
Unless specified otherwise, we shall set ¢ to 1 in the sequel.

The Dirichlet boundary conditions can be written as

262
u=eY ondQp (2.11)
v=eV ondQp. (2.12)

1
V=U+Vy=U+h (—(c +Ver+ 452)> ondQp  (2.10)

On the remaining part 992 5 = 992 — 9€2p, the homogeneous Neumann condi-
tions can be formulated in terms of J,, and J,,, i.e.,
ov

5 = Jn.l/ = Jp.V =0 on 8QN (213)

We note that the mobilities 1., and 11, generally depend on the electric field
strength, i.e, on |[VV/| in a realistic model. Such a dependence could be incor-
porated in our subsequent analysis. However, since the technical details one
has to deal with in this general case do not contribute to the understanding of
inverse doping problems and their solution, we will assume that p,, and g,
are positive constants in the following.Also, for the sake of simplicity we shall
henceforth use F' = 0, i.e., ho recombination-generation.

3. Available Data

In a typical experiment, measurements are always taken on the boundary of
the device, more precisely on a contact I'y C 9Q2p. In the following we will
therefore use the notation

o I'y in the stationary case
171 'y x (0,7) in the transient case
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For general semiconductor devices, two different types of data can be measured,
namely:

= \oltage-Current Data (denoted by I;;) are given by measurements of the
normal component of the current density J := (J,, + J,) on Xy, i.e.,

Iy = (Jn + Jp)|s, (3.1)

for all applied voltages U € U, where U/ is an appropriate class of func-
tions on 9€Q2p in the stationary and on 92p x (0,7") in the transient
case.

= Capacitance Data (denoted by Q) around the voltage U are measure-
ments of the variation of the electric flux in normal outward direction
(%—‘lf on Y1) with respect to the voltage @, i.e.,

A
o v

Qp := lim s~ ) 32)
for all voltages ® € U/, where V¢ denotes the solution of the Poisson
equation with U = ® and i/ is as above. For simplicity we assume that
U = 0inthe following, i.e., we are interested in capacitance data around
equilibrium.

Using well-posedness and regularity results for the solutions of the stationary
and transient DD-model, one can show that for given doping profile C', both
current and capacitance are well-defined outputs for appropriate choices of
the applied voltage U. In the stationary case, "appropriate” means smoothness
(eg. U € o (02p)) and we assume (for linearized stability of the DD system)
smallness of U (cf. [4]), since hysteresis might occur for large voltages (cf.
[14] for examples of non-unigue solutions). In the transient case, a smallness
assumption on U is not necessary, which is due to the fact the transient DD-
model and its linearization are invertible for arbitrarily large applied voltage
(cf. [13]).

The computation of the current consists of solving the DD-equations and
evaluation of a trace type operator, which can be realized numerically by stan-
dard tools. The computation of the capacitance is more involved, since it re-
quires the solution of the DD-model and its linearization. At equilibrium, i.e.,
U = 0, the electron and hole density are given by n? = eV, p® = e~V with the
corresponding Slotboom variables u® = v° = 1. The potential V° solves the
Poisson equation

NAVO =82V’ — eV~ C (3.3)

subject to the boundary conditions given above with U = 0 (note that this
holds both in the transient as in the stationary case). The capacitance can now



44 RECENT PROGRESS IN COMPUTATIONAL AND APPLIED PDES

be computed by a linearization of the drift-diffusion model with respect to the
applied voltage, i.e., it is given by
oV
= — 3.4
Qq) 81/ |217 ( )
where in the transient case (V, n, p) solves the linearized equations (given here
after scaling)

0 = XAV —q(h—p) (3.5)
87;1 - . ~ ~ 0 vO A
o = dv (,un(Vn AV —e VV)) (3.6)
ap _ .
a_]Z — div (up(vza LV 4 e—VOVV)) 3.7)

inQ2x (0, T), subject to homogenous initial conditions, homogeneous Neumann
boundary conditions on 92, and the Dirichlet boundary conditions

V==& A=p=0, (3.9)

on 02 p. Again, in the stationary case, the boundary conditions remain the same
and the corresponding differential equations are obtained from the transient ones
by setting 2 = % =

The above formulation of the data set is a rather general one, in specific
applications one usually has to deal with some of the following choices for the

function class U/:

m Full data: here I/ denotes a linear function space of admissible applied

voltages, e.g., U = o (0€2p) inthe stationary case. This case is a math-
ematical idealization of a situation with a very large number of measure-
ments. For full data, the identification problem has many analogies to
the important field of impedance tomography (cf. [6, 11]).

m Parameterized data set: in this case ¢/ is a special function class that
can be parametrized using parameters s; € (—S,5), j = 1,...,m,
with some S € R,. Of particular importance is the case where U is
piecewise constant on some disjoint sets I'; C 0€Q2p, which represent
different ohmic contacts. The parameter s; denotes the voltage applied
on the j-th contact.

= Finite number of measurements: here I/ consists of a finite number N
of functions U;, j = 1,..., N on 9Qp (and possible in the time interval
(0,T)).

A frequently appearing special case is the one with a single measurement,
i.e., the preceding case with N = 1.
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An immediate observation for all cases of data is that the amount of available
data is much larger in the transient case than in the stationary case. Together
with the simpler mathematical analysis, this clearly makes the transient case
favourable. However, under practical conditions it is not always possible to
obtain meaningful transient measurements, since the time variation only occurs
in a small initial time layer. Therefore one has to use either the stationary or
the transient model dependent on the specific application.

For the sake of simplicity, we restrict our attention here to the case of a
finite number of applied potentials, with measured current or capacitance (or
both of them). Under the standard conditions on the applied potential U and
the domain §2 one can show that current and capacitance are well-defined on a
contact I' C 99 p.

4. Identification of Doping Profiles

In the following we discuss some mathematical problems concerned with the
identification of spatially varying doping profiles. The domain of admissible
doping profiles C' is given by

D:={Cel*()|C<C<CaeinQ} (4.1)

for some constants C, C' € R.
All the above cases can be transformed to the standard form for an inverse
problem, namely the nonlinear operator equation

F(C)=Y?, (4.2)
where F' stands for the parameter-to-output map

F: D — L*o)V
4.3

for current measurements, and
F: D — LX)V
C — (Qs,)j=1,..N

for capacitance measurements. The right-hand side Y9 represents noisy current
or capacitance data, and we assume that the data error is bounded by 6, i.e.,

(4.4)

Vo =Y 2z <6 (4.5)

for the exact data Y.

We are now able to state the following result on the parameter-to-output
operator, for a proof in the stationary case we refer to [4] and in the transient
case to [5]:
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Theorem 1. The parameter-to-output map F' is well-defined by (4.3) respec-
tively (4.4) and Fréchet-differentiable on D.

The well-definedness and differentiability of the operator F" enables the ap-
plication of iterative regularization methods for the solution of the identification
problem, such as the Landweber iteration

Cri1 = Cp — wF'(Cy)* (F(Cr) = Y?), (4.6)

with appropriate damping parameter w € R, or Newton-type methods, e.g.,
the Levenberg-Marquardt method

Ch1 = Ck — (F'(Cp)"F'(Cy) + i) 'F'(Cp)*(F(Cy) — Y?),  (4.7)

where (o )ren IS @ sequence of positive real numbers. We mention that the
evaluation of the directional derivative F(C)C and of the adjoint F/(Cy)*Y
require the solution of a linear system similar to the original drift-diffusion
equations, which causes a high effort in the numerical solution of the identifi-
cation problem. We refer to Burger et al [4] for the iterative regularization of
the inverse doping problem (4.2) and to [7] for a unified overview of iterative

regularization methods.
In the remaining part of this section we focus on a fundamental question in
the identification of parameters from indirect measurements:

Do the data determine the doping profile uniquely, respectively which set of data
is suffficient for uniquely determining the doping profile ?

The mathematical equivalent of this question is called identifiabilty (cf. [1])
and means to investigate the injectivity of the parameter-to-output map £, which
is a difficult task for inverse doping problems as we shall see below. Therefore
we restrict our attention to the special case of unipolarity, where a rigorous
analysis can be carried out. The unipolar drift diffusion equations arise from
the original DD-system by setting p = 0 in 2. We start this discussion in the
stationary case, where a large amount of data is necessary in order to ensure
identifiability. In the transient case we shall show that even a single measure-
ment of capacitance and current can determine the doping profile uniquely.

4.1 Stationary Inverse Doping

We start our investigation of stationary inverse doping problems with the
spatially one-dimensional case, i.e., 2 = (0, L). We assume without restriction
of generality that the voltage isapplied at x = 0 and the measurements of current
and capacitance are taken at = = L. Even if we are able to measure both, a
single measurement consists only of two real numbers, which can clearly not
suffice to identify the doping profile as a function of the spatial variable x. Full
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data in this case means to measure current and capacitance as a function of
the applied voltage U € (—r,r) with appropriate » € R™, respectively the
variation of the voltage ® € R.

At a first glance it seems possible to identify the doping profile from full
data, since the data are now a function of one variable and, roughly speaking,
of the same dimensionality as the parameter to be identified. However, the
information content in the data is much smaller, which can be seen very easily
for capacitance measurements. Here the map ® — @4 is affinely linear because
it only consists in solving the linearized drift-diffusion equations and evaluating
a linear trace operator. Since an affinely linear function of one variable can be
characterized by two real numbers, the information content is the same as if
one would measure the capacitance at only two different values ¢ € R and
hence cannot suffice to determine the doping profile uniquely. For current
measurements a similar argument holds, since it can be shown that the current
behaves around U = 0 like an exponential function of U (cf. [14]).

In two spatial dimensions, the situation is different. Here a single measure-
ment of current or capacitance is given by a function of one spatial variable over
the contact I'y. Of course, a single measurement is again not sufficient for iden-
tifiability of the doping profile, which is a function over the two-dimensional
domain €2, but by exploiting similarities to electrical impedance tomography (cf.
[6, 15]) we may argue that full data are sufficient, which we shall rigourously
prove in a special case below.

As a starting point for the analysis we investigate the unipolar drift-diffusion
system around equilibrium, i.e., its linearization with respect to the voltage at
U = 0. Since p = 0, this implies v = 1, v = 0 and the linearization © solves
the elliptic differential equation

div(e"’'Va)=0 inQ (4.8)
subject to the boundary conditions

4= onodp, ?:0 on 9Qy. (4.9

14

The function V' is the solution of the Poisson equation at equilibrium, i.e.,

0

AV =V —C  inQ (4.10)
with the boundary conditions

aVo
VO=Vi ondfp, =0 ondQy. (4.11)

The output current in this case can be identified after rescaling with the Neumann

P - v . 4.
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From the standard theory of elliptic differential equations one may con-
clude that for a domain €2 with regular boundary, there is a one-to-one relation
between functions V° € H?(Q) satisfying the Poisson equation and poten-
tials C € L?(Q2). This motivates the investigation of the identifiability of
VY € H?(Q) in (4.8) directly, since for known potential V° the doping pro-
file is determined uniquely by (4.10). The identifiability of the potential V°
in (4.8), respectively the identifiability of the conductivity « = ¢V has been
investigated by Nachman [15] with a positive answer only in the case of full
data, which leads to the following result:

Theorem 2. Let Q C R? be a bounded Lipschitz domain, I'y = 0Q2p = 99,
and let for two doping profiles C'; and Cs in D denote their output currents by
I} and 12 obtained from linearization around equilibrium. Then the equality

IL=12, VdeH:Q)
implies C; = Cs.

4.2 Transient Inverse Doping

We have seen in the previous section that the identification in the stationary
case makes no sense for spatial dimension one. Inthetransient case, the situation
is different, because a second dimension is added via the time variable. If we
measure current and capacitance over a time interval (0, 7"), the dimensionality
of the data is the same as of the doping profile, namely that of functions over an
interval. Since there are many examples of parabolic identification problems,
where a measurement on the boundary over some time interval determines a
spatially distributed parameter uniquely (cf. [11] and the references therein), it
seems reasonable that one can identify the doping profile from a single transient
measurement.

For a rigorous justification of the identifiability, we consider the model prob-
lem of the unipolar transient drift-diffusion equations in Q@ = (0, L). After
appropriate scaling (setting y,, = 1), they are given by

2
0= AQ‘ZTZ -n+C in (0,L) x [0,T] (4.13)
on 0 ,0n oV
o " orlor "os)
subject to appropriate Dirichlet boundary conditions for n.and V at 2 = 0 and
x = L, and the initial condition

n(x,0) = no(x) > 0. (4.15)

in (0, L) x [0, 7], (4.14)

We assume that the potential U = U (¢) is applied at z = 0, i.e.,
V(0,t) =U(t) + Vp(0), V(1,t) =Vp(1). (4.16)
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Introducing the antiderivatives N and D determined by

ON
or
forall ¢ € [0, T7], we can integrate (4.13) to

OV

/\8x

where o = «(t). Thus, the system (4.13), (4.14) can be reduced to the single
equation

ON 0°N ON ON

— = ———)\2 N —-D)— — 4.19

5 = TP= 52 e )= 5yt h (4.19)
where « and [ are functions of time only, which have to be determined from
boundary data. Using the boundary values of N and D at x = L, we deduce
a(t) = AQ%—‘;(L, t). Moreover, the current J at z = 1 determines 3, since

ON
0= S (Lt) = J(L,) + B0).

l.e., under the knowledge of %—‘;(L,t) and J(L,t), the reconstruction of the
doping profile C'in the unipolar case reduces to the identification of the spatially
varying source D in the parabolic equation (4.19) from the overposed boundary
data for %—];’ atx = 0,Land N at x = L. Using results for parabolic inverse
problems based on Carleman estimates, we may derive the following result (cf.

[5D):

Theorem 3. Let C' € CH1(Q), 4 (s) # 0 for some s € (0,7 and assume
that 9% (L, ) and

on oV

J(L,t) = (L, T) = n(L, 1) 5 (L, )

are known in a finite time interval (0,7) and 9% (L,.) € C*+*(0,T). Then the
solution (n, V, C') of the unipolar identification problem is uniquely determined.

In two spatial dimensions, the situation is similar, since we want to identify
a function on ¢ R? from a measurement on T'; x (0, 7)) C R2. However,
there are no rigorous results on the multi-dimensional inverse doping profile
yet. Nonetheless, there is hope to derive uniqueness results at least in special
cases, which raises important problems for future research.
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5. Identification of P-N Junctions

Finally, we consider the case, where the doping profile is a piecewise constant
function of position. We assume that there exists a decomposition 2 = Q pUQ
and values C; € R,, C_ € R_, such that

C= C+ in QP, c=C_ in QN. (51)

Both Q2 and 2 p shall only consist of a finite number of connected components.
Under this a-priori information it seems now reasonable to consider also the
stationary case with a finite number of measurements.

In the case of one spatial dimension, we only have to identify a finite number
of points z; € (0, L) that mark the location of the p-n junction. This seems
possible from voltage and capacitance measurements if the number of junctions
is not too large. E.g., for a p-n diode, which is a device where the Q2 and the
Qp region consist of only one connected component each, one only seeks the
location of one junction, i.e., a single real value in the interval (0, L), which
seems reasonable to be determined from a single measurement of the current or
the capacitance. We will rigorously prove the identifiability of the p-n junction
for a unipolar p-n diode in the following section.

In two spatial dimensions one may argue again that a single measurement
on a contact is sufficient for identifiability of the p-n diode, which is now
a curve, i.e., a function of one variable (the arclength parameter). We will
investigate the identification in a special case, namely a p-n diode with zero
space charge and low injection below; for this problem the identification of the
p-n junction reduces to an inverse boundary problem for the Laplace equation
and one can rigorously prove identifiability. However, it is well-known that such
inverse problems are severely ill-posed, i.e., measurement errors are amplified
dramatically. Typically, stability estimates for the unknown boundaries in such
problems are only of logarithmic type with respect to the data error ¢ (cf. e.g.

[2]).
5.1 A Unipolar P-N Diode in R!

In the following we investigate a simple identification problem for a one-
dimensional p-n diode (2 = (0, L)) in the unipolar case. The linearization
around equilibrium (U = 0, as a system for the equilibrium potential 1° and
the perturbation @ of «) in Slotboom variables reads

0?vo 0 0 00l
2 _ovo v _
A a2 ¢ ¢ Ox (e 8:6) 0 (®2)
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in ©, with Dirichlet boundary conditions for V and . atz = 0 and = = L. If
we are given the linearized current J = eV’ % at x = 0, we may conclude that

811 VO .

—=e " J in Q.

or  ©
With the given Dirichlet boundary values «(0) and «(L) we can reduce the
identification of the p-n junction to the identification of the p-n junction in the
equilibrium Poisson equation with the additional condition

L

(L) — a(0) = J / V@) gy, (53)
0

Forthe solution of this identification problem we can now prove an identifiability

result:

Theorem 4. Let C,. > 0 and C_ < 0 be given and let C; and Cs be two
doping profiles satisfying

o Cy forzx<p;
Cl_{ C_ forxz > p; (5.4)

for p; € (0,L), i = 1,2. Denote by (V,,4;) the corresponding solutions of
(5.2) with doping profile C;. Ifthe output currents .J; = ¢"% (%) 9% (0)) are equal,
then C; = Cy in Q.

Proof. We have seen above that we may equivalently consider the identification
of C' in the Poisson equation with the additional integral condition (5.3). Letin
the following w.r.o.g. p; < ps and set w := V — V2, then by the mean value
theorem we may deduce the existence of bounded functions a and b such that
w satisfies

5 0%w

-\ = —i—e“w = Cl — 02 = (C+ — C_)1|(

Ox2 z 0

P1,P2)

L
/ S @w(z) de = 0.
0

Moreover, w satisfies homogeneous Dirichlet boundary conditions at 2 = 0
and x = L. Using the maximum principle for elliptic differential equations we
deduce that w > 0 in © and hence, the above integral identity can only hold
for w = 0, which implies also X(pl,pg) = 0. Thus, we have p; = po and
consequently C; = Cs. O

5.2 A P-N Diode with Zero Space Charge and Low
Injection

The case of zero space charge and low injection means to let first tend A — 0
and then 6 — 0 in the stationary drift-diffusion equations. It has been shown
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by Schmeiser [16] that the arising limiting problem for « and v can be solved
explicitely and identifiability can be shown in two space dimensions (cf . [4])
using tools from the theory of harmonic functions.

In [4], numerical test have been performed for the identification of the p-n
junction in this special case. The data where generated by numerically solving
the stationary drift-diffusion equations with appropriate parameter choices (cf.
[3] for details on the numerical scheme employed) and subsequently evaluating
the current over the contact. The inverse problem was solved using an iterative
regularization method for the simplified model. The results for two different
values of Cy = C = |C_|, which can be interpreted as two different noise
levels in the current measurements, are shown in Figure 1. One observes that the
quality of the reconstruction improves with increasing Cy, which is related to
the better approximation of the reduced equation to the original drift-diffusion
model. The results obtained indicate that the doping profile is not only identi-
fiable, but can be reconstructed with reasonable precision also from noisy data
obtained in practice.

Figure 1.  Reconstruction using data from the full drift-diffusion model for Cy = 10*°m =3

(left) and Cy = 10%'m 3 (right) compared to the exact junction (dotted).
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LIQUID CRYSTALS

M. Carme Calderer*

School of Mathematics, University of Minnesota
Minneapolis, MN 55455

mcc@math.psu.edu

Abstract Liquid crystal phases present a large variety of physical phenomena often leading
to interesting applications. Here we address issues involving nematic and smectic
phases, from the point of view of modeling and analysis. These include super-
conductivity analogies of the phase transition from nematic to smectic A*, ferro-
electricity of the smectic C* and flow defects in some special regimes. Molecular
chirality plays an important role in such behaviors.

1. Introduction

The theory of liquid crystals and liquid crystalline polymers spans a wide
spectrum from the rheology of complex fluids to optics and defects. All aspects
of the theory are highly linked with experiment, placing liquid crystal research
in an interesting position; it is driven by both theory and experiment and by
both the abstract and the applied.

This article addresses mathematical and physical issues concerning the ne-
matic, smectic A and smectic C phases of liquid crystals. Equilibrium as well
as flow problems are considered.

Liquid crystal molecules are rod-like (on the scale of 20 A° in length and
5 A° in diameter) and in the nematic phase tend to follow a preferred direc-
tion of alignment. The smectic phases present an additional one—dimensional
positional ordering as layer structures. Smectic A molecules tend to align per-
pendicularly to the layers, while those of the smectic C phase are at a preferred
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DMS-9704714.
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(temperature dependent) angle different than 5. The phase transition to the
Smectic C takes place upon lowering the temperature of the smectic A liquid
crystal sample. (Some liquid crystals may experience a transition directly from
nematic to smectic C). Some liquid crystals are made of chiral molecules and
exhibit a natural twist with a well determined pitch (wave number), 7, depending
on the material and temperature. (Conventional notation assigns a "*" symbol
to chiral phases.)

A survey on modeling is followed by case studies emphasizing connections
to applications and to other problems of soft matter physics. We present one
topic from the static theory dealing with the phase transition between the chiral
nematic and the smectic A*, emphasizing the analogy with the conductor to su-
perconductor transition; we also illustrate how ferroelectricity arises in smectic
liquid crystals. From the point of view of dynamics, we present a flow problem
of nematic liquid crystals to illustrate how the competition between elastic and
viscous torques causes defects to develop.

The average perpendicular alignment of molecules with respect to the layers
in the smectic A* phase results in no spontaneous polarization. This is not the
case with the smectic C* that may present significant polarization leading to
seizable ferroelectric effects, and to multiple ferroelectric (and antiferroelectric)
phases. Such phases often present complex interactions with electric fields
allowing for important optic applications. We show that the (de Gennes) model
yields the two phases associated to the Clark-Lagerwall effect, that allows for
ferroelectric switching devices.

Chirality is an issue at the center of our studies of smectic phases. This
is a molecular property that expands many fields, since chiral molecules are
widely encountered in nature and may yield many liquid crystal phases. They
are extensively studied by biologists, chemists and biophysicists [16], and there
is still much theoretical work to be done on the wealth of experimental data.
Chiral smectic liquid crystals exhibit the analogue of the Meissner phase in su-
perconductors, in which chirality is excluded from the bulk (just as the magnetic
field is expelled in a superconductor). The constraints imposed by topology and
geometry can eliminate chirality as well.

The last section of the paper deals with the interaction between molecular
alignment and flow in nematic liquid crystals. Liquid crystal flow is genuinely
non-Newtonian presenting complex defect structures. The development of de-
fects and texture is known to pose difficulties in the processing and subsequent
uses of polymeric liquid crystal materials. Experimentally, it is found that the
defect density in flow increases with the Ericksen number. This is a dimension-
less quantity that measures the ratio of the viscous torque with respect to the
elastic one, and together with the Reynolds number and the interface number
(ratio of elastic surface stress with respect to bulk ones) fully characterizes flow
regimes. The wealth of available experimental results for shear flow geometries
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proves very useful in probing and analyzing mathematical models. | present the
case study of such a flow, both non-steady as well as steady, with the purpose
of obtaining quantitative information on how the defect density depends on the
dimensionless parameters of the flow, showing, in particular, that the number
of defects increases with the Ericksen number, £. Experimental results also
indicate that for very large values of £, the flow behaves nearly isotropically,
yielding the Newtonian viscosity and vanishing of the normal stress differences.
We address the latter issues by obtaining the effective flow configurations at
the limit of very large £. This yields the limiting configurations in terms of
Young measures associated with sequences of weak solutions [10]. Moreover,
we show that the resulting effective equations correspond to the Newtonian flow
and obtain additional relations for Young measures representing a remnant mi-
crostructure of ordered states. Numerical simulations of such a problem support
the analytic as well as the experimental results [1].

2. Free energy functions of smectic materials

In the Oseen—Frank theory, static configurations of uniaxial nematic liquid
crystals are given by unit vector fields n (director fields) that minimize the total
energy F = [, Fx(n) dx, with

Fx = K1|V -n]* + Kyln - (V x n) 4+ 7)* + K3n x (V x n)|?
+(K2 — K4)((tr(Vn))? — (V - n)?), 1)

where K;, i = 1,2, 3 correspond to the splay, twist and bend elasticity con-
stants, respectively; they indicate the energetic expense of a configuration in
terms of these three pure distortions. The scalar = represents the chiral pitch
of the helical structures of the cholesteric phases. If 7 = 0 then any constant
vector i with [;m| = 1 describes an undistorted equilibrium configuration for
Fy. If 7 5 0 (chiral liquid crystals) the special twist configuration

n-(x) = (cos(7z),sin(7z),0) (2)

makes the fundamental energy contributions of splay, twist, and bend in (1)
vanish. The fourth term in Fy is a null-Lagrangian; its integral is determined
by n on 992.

The Oseen-Frank theory for n can be regarded as a special case of the
Landau—de Gennes theory involving the traceless, symmetric order parame-
ter tensor, Q, as introduced through averaging of molecular directions. Biaxial
optics corresponds to the case of two distinct eigenvalues of Q, whereas the
case with two equal, nonzero eigenvalues is associated with uniaxiality. In the
latter case, the eigenvector corresponding to the common eigenvalue is, in fact,
the director n of the Oseen-Frank theory, with the eigenvalue, s corresponding
to the variable degree of orientation, uniaxial order parameter. The latter takes
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values on the interval (—%, 1), with s = 0, representing the isotropic phase,
s = 1 perfect alignment; s = —% indicates a degenerate limiting case with
molecules placed on a plane perpendicular to the director. The free energy in
terms of the order tensor Q in the Landau-de Gennes form is quadratic in VQ,
with additional scalar polynomial terms on Q. According to Ericksen [15], in
the uniaxial case, the free energy is given by

Fs = K|Vs|? + s°Fx + vf(s), (3)

where the double-well potential f(s) is parameterized by the concentration or
the temperature.

In uniform smectic A materials the layers have the director field n as their
normal and are commonly between one and two molecular lengths thick (~

. 27 . .
30 A°). The number ¢ is the layer number, and “T s the layer thickness.

In the case of an undistorted (non-chiral) nema’?ic, n = n = constant and the
liquid crystal has a locally uniform molecular mass density po. For the case
of an undistorted smectic A material, n = n and the mass density modulates
causing layering; moreover the density’s Fourier modes near {4-¢} dominate.
In this case the mass density is taken as §(x) = po + p1 cos(gn - x), where the
amplitude p; indicates the intensity of the smectic layering.

In [dG] de Gennes introduced a complex wave function, ¥(x), to describe
smectic layering. For the undistorted case, with n = n and §(x) as above, de
Gennes set

U(x) = prex, @)

In general he identified | ¥ (x)| with the amplitude of modulation, V arg (¥ (x))
with the normal to the layer structure, and |V arg (W (x))| with the layer number
at x.

The free energy associated with the smectic layering is given by the follow-
ing covariant form proposed by de Gennes and it involves the complex order
parameter ¥ ([14, 12]):

Fc=((Cj—Cum®n+C.I): (V—ign)¥ @ (V +ign)¥ «
[ + 20|t + P ©)
The smectic A* case corresponds to Cjj = C'; = 1, in which case (5) yields
Fy= |(iV+qn)\IJ|2+r|\IJ|2+%\\If|4+FN. (6)
with g > 0and » = T — T 4; here T denotes the (constant) temperature of

the material and‘ T'v 4 is the nematic—smectic transition temperature at 7 = 0.
Writing & = pei®, the firstterm in (6) can be rewrittenas |(iV + qn) ¥ |*=|Vp|?
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+p%|V® — gn|*. Note that this term vanishes in the case of uniform smectic
layering (4).

The smectic C model corresponds to the case ) # C' in (5); sucha quantity
is related to the 3 # 0 angle of the C-phase. Moreover, when the phase is also
chiral, successive smectic C* layers show a gradual change in the direction
of tilt, and such that the director precesses about the normal axis to the layer,
lying on the surface of a cone of angle 25. This creates a helical structure
in the chiral smectic C* that results in a spontaneous molecular polarization;
the polarization vector P is perpendicular to the molecule and contained in the
layer plane. Therefore, all possible directions for the vector are tangent to the
circle of intersection of the cone with the plane.

3. Smectic A* phases and the superconductivity analog

The topics discussed in this section are join work with Bauman, Phillips and
Liu [26]. Related issues on defect structures in smectic materials are presented
in several articles by Calderer and co-authors ([4], [5], [3], [6]). In this section
we study minimizers to the Landau-de Gennes energy for chiral smectic A
liquid crystals (smectic A*):

3= /Q Fa dx, @)

where €2 is the domain occupied by the liquid crystal. Such an energy is ap-
propriate for describing the behavior near the transition temperature between
nematic and smectic A phases. The leading mechanism underlying all of the
observed phenomena is the competition between the tendency of the molecules
to form layers in the smectic phase and the helical twist preferred by nematic
chiral structures. This fact also becomes the central mathematical issue of the
analysis in this work.

We establish the existence of minimizers within a general class of admissible
fields that assumes physically natural boundary conditions. We then study the
nature of minimizers for parameter values near the transition regime. Three
parameters are distinguished: ¢, 7 and » = T — Ty4. The latter measures
the temperature of the material relative to T4 which denotes the transition
temperature for a nonchiral material (7 = 0). We find two curves r = r(g7)
and r = 7(q7), in the g7 — r plane where

r(qr) <7(qr) <0 for qr > 0. (8)

These curves bound the transition region provided £ and the Frank constants,
K, and K3 are sufficiently large. We prove that there is a constant A > 1 so
that if g7 < % and (g7, 7) is such that » < r(q7) then minimizers will be in
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the smectic A* phase while if » > 7(q7) the minimizers will be chiral nematic
(V).

Minimizing configurations (¥, n) for § for which & = 0 are called nematic
(N) if 7 = 0 and chiral nematic (N*) if 7 # 0. Minimizers for which ¥ # 0
are denoted smectic A if 7 = 0 and smectic A* if 7 # 0.

If T > T (r > 0)itisclear that U = 0 minimizes F4 and that minimizers
for § in general will be nematic. If however T' < Ty 4, having ¥ % 0 may be
energetically favorable. An example of this is the nonchiral case where 7 = 0
and n = n=constant. Then F'4 is minimized by the configuration with uniform
smectic layers determined by ¥ = p;e’d™* where p; = (—2)1/2. This is an
example of quasi-static nucleation of the smectic A phase, as r decreases, with
itsonsetatr =0 (7' =Tna).

One purpose of the work is to justify the phase diagram. Specifically, we
want to find for what parameter ranges such the chiral nematic is the minimizer,
and for what ranges is a layer structure (smectic A*). In the former case, we
seek to characterize the minimizer in terms of the basic twist (2).

3.1 Existence of Energy Minimizers

We consider a bounded simply connected domain €2 in R which is contained
between two parallel plates, @ C {x = (x,y, 2) : |2| < L}, for some fixed L.
We investigate minimizers for § in an admissible set A consisting of configu-
rations (¥, n) € Wh2(Q; C) x W12(Q; S%) such that n(z,y, +L) - e3 = 0
for all (z,y,+£L) € 00 if 002 N {x : z = £L} is nonempty. In particular,
configurations of the form (¥, n.) for d as above are in A for arbitrary 7 > 0.

We assume that g is fixed,

g>0,¢g>0,and7 > 0. 9)

We also make the following assumptions on the Frank constants: There exist
fixed positive constants ¢y and ¢; so that

1> Ko+ Ky >cg, K1 > Ko+ Ky, K3 > Ko+ Ky, and 0 > K. (10)

These inequalities are analogous to those derived by Ericksen to ensure the
positivity of the Oseen-Frank energy in the case without chirality and without
taking boundary conditions into account. Such inequalities were applied by
Kinderlehrer, Lin and Hardt to prove existence of minimizers of the nematic
problem.

Theorem 1. Theorem Let § be as in (7) with F'5 given by (6), and such that
(9) and (10) hold. Then there exists a minimizer for § in A.
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3.2 Classification of minimizers

In order to classify the solutions, additional hypotheses need to be place on
the Frank constants. Specifically, we will require that K5 and K3 blow up near
the transition temperature. This is a very realistic hypothesis that corresponds
to the pre-transition effects observed in second order transitions. We show that
that for K5 and K3 large the director field of the minimizer approaches the pure
twist.

Theorem 2. Theorem Let0 < ¢ < qp, 0 < 7 < qo, |r| < ro, and assume that
K1, Ko, and K satisfy (10) with K5 = K3. Assume further that (\T/, n;) A
for 0 < 7 < go. Then given € > 0 there exists a constant IT = Il(e, qo, ro) SO
that if Ky > IT and (¥, n) minimizes § in A then

In(x) — Qnr(Q"%)|lae < £
for some Q € SO(3).

We observe that the pure twist referred to in the previous theorem may involve
the case that U = 0 (nematic) as well as that with U =£ 0 (smectic A). We discuss
the issue in the next two subsections. We seek conditions on the parameters
that guarantee that the solution is either nematic or smectic A. A distinctive
feature of the nematic—smectic A phase transition is the relative magnitudes of
the different Frank constants. In particular, experiments show that K5 and K
are large relative to K near the transition temperature. (See [13], pg.515.) We
prove that for K5 and K3 sufficiently large, the director of a minimizer is close
to (arotation of) n,. Because of this feature the helical field, (1.3), is especially
significant. The parameter 7 is the helix’s pitch. In many smectic A* materials
the layer number is large relative to the helical twist; typically £ > 100. (See
[27].) Here we assume £ >> 1.

3.3 The pure twist as energy minimizer at high
temperature

In this section and in the next we examine the effect of the chiral parameter 7
and the wave number ¢ on the type of phase taken on by a minimizer. We recall
that a solution with & = 0 corresponds to the nematic phase, with or without
chirality according to 7 £ 0 or 7 = 0, respectively.

Here we prove that for 7 # 0, assuming £ and K sufficiently large,
minimizers are nematic for temperatures » > 7(q7) where 7 has the form
7(¢7) = —Bmin(qr, (¢7)?) for some 3 > 0. In particular, since 7 < 0 for
T > 0, we see that the nematic regime extends below T'x 4 (r = 0) if chirality is
present. We shall make two estimates in determining 7 based on whether g7 is
large or small. The fact that 7 changes from linear to quadratic as g7 decreases
is due to the fact that €2 is bounded.
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To be definite we consider a domain representing liquid crystal confined
between two parallel plates. Consider a bounded simply connected domain
confined between two planes, Q C {x: |z| < L}, where 02 is assumed to be
locally a piecewise-C>® surface for some a > 0. We take the admissible set
to be

A= {(¥,n) e WH?(Q) x WH(Q; 8?) .
n(z,y,+L) - e3 = Ofor(z,y, £L) € 00N}, (11)

Thus the top and bottom plates are physically treated so that the director on

these surfaces in 0X2 is forced to lie parallel to them. Note that (¥, n,) € A
forany ¥ € W'2(Q) and any 7. As such the results from sections 3.1 and 3.2
are applicable here.
Remark. For Aasin (11), if (¥,n) € Athen (0,n) € Aaswell. Now r >0
implies that F'4 > 0 and we see that 7(0,n) < F (¥, n) with equality if and
only if ¥ = 0in Q. It follows that if » > 0 then minimizers in A are always
nematic. Due to this, we shall assume that » < 0.

Theorem 3. There are positive constants A and 3, depending on €, and a
function K (g, Q) so that if K> > K, ¢ > A7, and (¥, n) is a minimizer for 7
in A then

r >7(qr) = —B(min(qr, (¢7)°) (12)

implies ¥ = 0in Q.

34 The layering energy minimizer at low temperature

In this section we estimate the transition regime from below by a curve
r = r(qr) valid for £ and K, large. If (¢7,) is such that » < r(q7) then

minimizers for § in A are smectic, i.e., ¥ £ 0in 2. We determine r as follows.
2

. L Lood
If (0,n') € A is a minimizer then necessarily FS(ST,DIMS:O > 0 for all
S
T e WH2(Q), ie.,
/ (1Y + qu') Y2 + r[Y[2)dx > 0.
Q
We determine r = r(g7) so that

/\(iV+qn’)T\2dx<—[/ T |?dx
Q Q

for some T € W'2(Q). This implies » > r. The structure of r(¢7) depends
on the magnitude of ¢g7. We find that r is linear for g~ > 1 and quadratic for
g7 < 1. This is the same qualitative structure as that of 7.
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Theorem 4. There is a positive constant 3, depending on €2, and a constant
K(q,Q)sothatif Ko > K, ¢ > 7,and (¥, n) minimizes § in A then

r < r(gr) = —fmin(qr, (¢7)?)
implies ¥ £ 0 in Q.

4. Ferroelectricity in Liquid Crystals
4.1 Flexoelectric Nematic

Spontaneous polarization in liquid crystals was discovered by R. Meyer in
certain nematic materials that he labeled as flexoelectric [25]. In flexoelectric
nematics, splay and bend deformations polarize the material, and, viceversa,
an electric field will induce a change of alignment. (This effect is analogous to
piezoelectricity of solids). The polarization vector is of the form

P=e;(V-n)n+esn- Vn, (13)

where e; and e3 denote flexoelectric coefficients.
The total energy of the liquid crystal in the presence of an electric field E is
now

S:/FN""FEleCdX (14)
Q

1
Frlec = —§D -E, D=cE+P, (15)
e=1+e,n®n, (16)

P denotes the polarization vector, ¢ is the susceptibility tensor with the scalar ¢,
representing the dielectric anisotropy. Since the total energy may be unbounded
from below due to the term Fgy.., We characterize equilibrium configurations
as critical points of F subject to constraints

VxE=0, V-D=0. 17)

We assume that €2 is bounded with sufficiently smooth boundary 052, and
that n: 99 — S2 is Lipschitz and ¢ € Hz (99). The following are sufficient
conditions for the existence of a critical point (n € H'(€;S?),E = —V¢ €
L*(Q), ¢ = ¢ and n = n on 9Q) of (13)-(17):

Ki—Ky—K3>0,K3> Ko+ K4 >Cand Ky <0,
8

C = —(1 + 27 (|e1s| + |€33|)>(|€11! + |ess])?
€0

+27(|e11] + |ess])-
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4.2 Smectic C*

In the case of smectic C* liquid crystals the polarization vector field is a direct
consequence of the nonzero angle between the director and the layer normal,

P = c¢(n x Varg(W¥)), (18)

where ¢ is a temperature-dependent material constant. In electro-optical ap-
plications of liquid crystals, it is necessary to explore the connection between
chirality and ferroelectricity of the smectic C* phase. In particular, a bulk
smectic C* sample, free to develop its helical structure, will not show ferro-
electric behavior since the spontaneous polarization will average to zero over
one pitch . Clark and Lagerwall [11] proposed a way to suppress the helix, and
developed the surface stabilized ferroelectric liquid crystal (SSFLC). In a SS-
FLC device, the helix is suppressed by using a cell gap smaller than the helical
pitch. Moreover, interaction forces between the liquid crystal and the bounding
plates unwind the intrinsic helix. Symmetry arguments show that the boundary
condition also causes the molecular orientation for each layer to be the same
and the material exhibits ferroelectric behavior. The director is favored to lie
in the plane of the bounding plates.

Because of this condition and the fact that the director is constrained to be
at a certain angle from the normal to the layer (i.e. to lie on the intersection of
a cone and the bounding plate), two stable states are found. The polarization
vector, therefore, must be normal to the bounding plates, and its two states
are in opposite directions. Electro-optical effects are achieved by applying
an electric field that induces changes in the director orientation. Since the
polarization vector is coupled to the director, it is also switched between the
two stable states by the electric field. The Clark-Lagerwall effect in SSFLCs
shows a much more rapid response to the externally applied electric field than
in nematic liquid crystals because it is interacting with the sizeable spontaneous
polarization rather than with an induced polarization.

Now, we can formulate the analogous problem to the flexoelectric one but
for the smectic C*, i.e., find the critical points of (14)-(16), (5), (18) and (17).

Theorem 5. Suppose that (9), (10) and C); > C'; > 0 hold. Then the problem
(5), (14)-(16) and (18) admits a critical pointin A = {n, ¥ € H' : |n| =
1,n=n,¥ = ¥on 0N},

Remark. For Q@ = {(z,y,2) : —d < z < d}, and for a given constant
field E = FEey, there is a positive number dy = dy(q, F, C, C,) such that, for
0 < d < do, there exist two critical points (nz, , ¥;, = pe**) of the energy,
with the following properties: ny, = (O,ni/ci,n?i),n?+ = —ny ,nj, =nj,
with p, k and ny,_ constant. Although such solutions seem to correspond to two
unwound ferroelectric states, their stability remains to be investigated.
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5. Structures in Nematic Liquid Crystal Flow

The goal of this section is to analyze liquid crystal flow that admits a large
density of defects. We study a prototype problem following the model devel-
oped by Ericksen ([15]) that involves the uniaxial order parameter in addition
to the director field. It turns out that the presence of the order parameter in the
model allows for the description of defects and non-Newtonian phenomena not
predicted by the Leslie-Ericksen system. In addition to n and s, the fields to
describe such a flow include the velocity field v, the pressure p. The discussion
presented in this section is based on work by Calderer and co-authors ([8], [9],
[24], [7], [1], [10]).

We refer to L, V, K and n as typical length, velocity, elasticity constant
and viscosity of the flow, respectively. Such quantities determine the three
nondimensional parameters that characterize liquid crystal flow, namely, the
Reynolds number R = 2oLV ‘the Ericksen number £ = n%, and the Interface

number Z = LQ%, v asin (3). The condition of £ being large renders rigorous
the notion of fast flow and it is a physically relevant condition for polymeric
materials. The quantity 7 is associated with the free energy that is required in
order to maintain defects in the flow configuration. Flow of polymeric liquid
crystals often presents large values of £. This, in turn, is responsible for the
presence of defects in the flow region, and complex Non—Newtonian phenomena
([18], [19], [28]).

The governing equations for the variables v, n and s correspond to balance
of linear and generalized momenta [15]:

pov =V -0, (19)
() =V (5 ) = O~ Ga(s)m- An, 20)
yl(s)hxn:V-(;v—fn) xn—g;z X n+

71(5)2n x n — y2(s)An X n. (21)
J:—pI—VnTi—VS®£+6, (22)

Vn Vs

o= (ﬂ1$+a1n-An)n®n—|—a2N®n—|—

asn @ N + auA + asAn @ n + agn ® An, (23)
2A = Vv + (Vv)!, 20=vVv— (Vv)], (24)
N =n - QOn, (25)

p(x,t) is the pressure, o denotes the stress tensor and py > 0 the density.
The Leslie coefficients are constitutive functions «;(s), 5;(s) and ~;(s) on the
interval (—%, 1) satisfying restrictions imposed by the second law of thermo-
dynamics and Parodi’s relations (([15]), equation (4.18)). Such inequalities
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guarantee that the system (19)-(25) is dissipative (increasing entropy), imply-
ing that the total free energy E(t) = |, % pv - v+ § dx, stored by the nematic
flow under isothermal conditions, satisfies

dE(t) = —/ A(x) dx (26)
dt Q

A = autrA? + (a5 + ag)n - A’n+ o (n- An)® +

7NN+ 29N - An + (252 + 2614n - An, (27)

A > 0. (28)

For the Leslie—Ericksen system, Lin and Liu ([20], [22] and [23]) show that the
dissipative relation yields uniform bounds of norms of weak solutions of the
governing system, resulting in global existence and regularity of weak solutions,
and, in some cases, even the existence of classical solutions of initial boundary
value problems.

We let the flow domain Q = {(x,y,2) : = € (—1,1)}. We consider plane
flow v = (0,0, v(x)) with director field configurations

n = (sin¢(z), 0, cos ¢(z)). (29)

To be specific, we consider Poiseuille boundary conditions for our problem
(with small modifications, the results hold for shear flow as well):

op o
i I, v(-1)=0=wv(1), and

s(=1)=s-1, s(1)=s1, ¢(=1) =01, ¢(1)=¢1. (30)

We also prescribe initial data, sg, ¢¢ and vg, with sg € (—%, 1), and denote
pu = EL. The governing system for Poiseuille flow is (see [8], [9] for the
derivation):

st = p(ars” — a25(¢/)2) — T f(s) = gs(s)v'singcos g (31)

71(s)dr = (g91(s)sin*p — ga(s)cos’d)v’ + pas(s”¢'), (32)
v = %(’U'g(s, #) —1, with (33)
91(s) = %(—71 +72), 92(s) = %(71 +72),  g3(s) = B3, (34)
g(s,¢) = %a4 + agsin®geos?p + %(ag, — ap)sin?e + (35)
%(Oég + ag)cos?p. (36)
a; = ki 1,2, Ko=max{ks, ko} (37)

?07
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With the help of the maximum principle, we show that the system (31)-(37)
satisfies the following dissipative relation.

Theorem 6. If s, ¢ and v are smooth solutions of the system (31)-(37) then
they satisfy the following dissipative relation provided R is small enough:

1d !
331 | Aarls P+ sl vy do +
1
. 22 2 1 2
[ Al — aaslo P+ a3 2\ P+ Fats ol de
-1 §a!
< M(T), (39)

forany 0 < T' < oo. Here M(T) depends only on 7', and /i1, az and g are
positive constants.

We apply the Galerkin method to prove existence of weak solutions. For a
given positive integer m, we consider the finite dimensional approximation of

v of the form .
om(@,t) = cim(t)®(2). (39)
The conditions of v vanishing on the boundary, allow for the following choice:
Pj(x) = cos g(2j + 1)z, (40)
We define the orthogonal projection operator P, as follows:
Py : L*(—1,1) — Span{®, ..., ®,, }. (41)

We look at the solutions of the following approximated system (the analogous
approximation is used in [21]):

Sm, = ,u(alsm” — agsm(¢m')2) — j_lf/(Sm)

_93(3m)vin Sin ¢y, COS P, (42)
(’Yl(sm) + 6%)¢mt = (gl(sm)SiHQQbm - QQ(Sm)COSZ¢m)U;n

+paz((sm® + €)d),) (43)
Umy = %Pm((vm/g<3ma (bm)), - 1) (44)

Theorem 7. For any integer m > 0, €7 > 0 and 7" > 0, there exists a unique
solution such that v,,, € L* (0,T; L?(—1,1)) NL?(0,T; H*(=1,1)), 8$m@®s,
€ L (0,T; L*(—1,1)), and s,, € L™ (0,T; H'(—1,1)). Moreover, this
solution satisfies the relations (aism,” —a2sm|¢',,|?) € L2(0,T; L*(—1,1)),
and ((s2,+€2) ¢',.)' (71 (sm) + €)% € L2(0, T; L*(—1,1)). Furthermore
for any m > 0 the solutions satisfy the dissipative relation of 6.
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Now we multiply equation (31) by s to get the new equation

S, = u ()~ 2)) — aa5”(6')] (45)

— T tsf'(s) — sg3(s)v' sin ¢ cos . (46)

Remark. We notice that equation (31) is equivalent to (46) when s # 0. On
the other hand, s = 0 also satisfies the original equation (31).
Passing to the limitas m — oo and e; — 0 in the fields of Theorem?7, yields:

Theorem 8. There exists a global weak solution of the governing systems (46),
(32)-(33) together with initial and boundary conditions.

5.1 Stationary flow

We discuss properties of steady state flow with large Ericksen number. This
is a prevalent feature of polymeric liquid crystals in processing conditions. One
relevant issue about such a flow is the large number of defects present in the
region ([29], [2], [17]). In our analyses, we obtain configurations with arrays
of line defects parallel to the flow. In each of such lines, s vanishes (i.e., the
material becomes locally isotropic), and ¢ experiences a jump from —7 to 7
across it. The governing equations are singularly perturbed by a parameter
= £, become singular at points where s = 0 and are highly nonlinear.

First, let us consider aligning regimes, i.e., those that satisfy \%| < 1. Al-
though the oscillatory and singular behavior of solutions is still more prevalent
in non-aligning regimes, we restrict the present description to the former case.
The proof of singular oscillatory solutions to the boundary value problem pro-
ceeds through the following steps. LetI = (—1,1).

Turning points and the saddle point property. The turning points x € 1
of the governing equations belong to one of the solution branches S = 0 and
St (-, £1). The branches S are defined by the algebraic relations,

0= f/(s(2) = 5797 (5, 6()ga()h(s(@)a,e =1 (@7)

1
with h(s) = (1 — Lj(s)f. In such branches, ¢ takes the following values:

Y2
smqs:i,/%(H%(s)), (48)

respectively. (Note that ¢ is undefined when s = 0.) Equations (47) and (48)
result from setting . = 0 in the steady state equations. S = 0 and S (-, +1),
are invariant manifolds of the governing equations and satisfy the saddle point

property.
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The oscillatory property. The solutions of the steady state problem oscillate
between the branches S (z,e),e = +1, through S = 0, with the number of
oscillations N = O(M‘%), for small . > 0. Moreover, the graph of ¢ presents
either a discontinuity or a cusp at points where s = 0.

Young measures and effective equations. The high density of defects and
oscillations through the isotropic state for small 1 suggest to address the problem
from the point of view of finding effective quantities and flow equations. We
characterize such configurations in terms of Young measures associated with
sequences of weak solutions. The resulting effective equations correspond
to the Newtonian flow together with additional relations for Young measures
representing a remnant microstructure of ordered states. The analysis covers
aligning as well as non-aligning regimes.
If {s., 9.} is a sequence of functions such that s, — 0 uniformly,

1
g(su, ¢u) - 5044(0)7

uniformly on I as n goes to zero. Up to a subsequence, velocity v, tends to
a limit vg in L*(T), and weakly in W'2(I). Hence, the product (s, ¢,.)v,,
of a strongly convergent sequence g and a weakly convergent sequence ”L
converges to 1 (0)v) weakly in L2(I). This implies that v, satisfies the
effective equation

N vy = 1, (49)
which is the equation of the Newtonian Poiseuille flow with effective viscosity
Neft = %044(0)'
Remarks.

1 When the Ericksen number is large and the Reynolds number is on the
order of 1, the typical viscosity is much larger than the typical elasticity.
Itis natural to expect that alignment of the molecules will be destroyed by
the diffusion, so that liquid crystal flow is that of an isotropic liquid with
a constant viscosity. If that were the case, equation (49) would be the
only effective equation of the limiting flow. Rigorous analysis suggests,
however, that one should also consider Young measure generated by the
sequence ¢,,. This measure is nontrivial and it describes a remnant of
ordered states compatible with the boundary conditions. Our analysis
justifies such a conjecture.

2 We observe that the governing system is shift-invariant; indeed if (s, ¢)
isasolution, then (s, ¢+ k) is also a solution for any integer %. Starting
withan increasing ¢, we can split the interval I into subintervals on which
kr < ¢ < (k+ 1) and then define a ¢ by shifting appropriately on
each subinterval. The resulting ¢ will be bounded, rapidly oscillating and
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discontinuous, and hence not an element of W12(I). We refer to such
functions generalized solutions, to distinguish them from weak solutions.
This behavior of ¢ is associated with the presence of multiple defects.
(We point out that such generalized solutions ¢ can also be obtained from
asymptotic analysis of the governing system for small 1, when neglecting
the internal layer components of the solution field).

The following notation allows us to summarize the previous discussion in
Theorem 9.
1 1
G1(87 d)a .ZU) = §ﬁ1(s)g_1(s, d)a .ZU)I' sin 2¢ + ?f/(8)7 (50)
1
G2(87 (ba 1‘) = 2—770(,71 (S) + 72(8) COs 2(25)971(37 ¢7 l’)x, (51)
A = (ag/ar)Y?. (52)

Theorem 9. Let 5, ¢,, be a sequence of weak solutions satisfying the a priori
estimates

18" Il r2(n< C,

[ 22 <

with C independent of . Let s, ¢, be a corresponding sequence of general-
ized solutions. Then, up to a subsequence,

i) s, — O uniformly on I,

if) The sequence ¢,, generates a Young measure v, satisfying momentum rela-
tions

1
1
/ / (G1(0,z,z)sin Az — —@(O, z,x) cos Az)dvy(2)h(z)dz = 0,
—m/2

A s
(53)
! 1 G,
/ / (G1(0,z,3) cos Az + Z_(O’ z, ) sin Az)dvy (2)h(z)dz = 0;
—/2 S

iii) The sequence s(qu)Z converges to a measure p in the sense of distributions.
Moreover,

w/2
p= G1(0, z, x)dvg(2). (54)
—7/2
Numerical simulations. We now include the graphs of (s(z), ¢(z)), =
(—1,1) obtained in a numerical simulations of such flow [1] with Erlcksen
number 103 (u = 1073). The boundary conditions are s(—1) = .7 = s(1) and

$(=1) =0=¢(1).



Superconductivity Analogies, Ferroelectricity and Flow Defects

71

—___3(x)
L @ 15
0.6 |-
F
1.0
L
]
b
0.4 - 05
b
[ o)
Il
sK) 100
02t ]
| [
I X 105
L it !
i) ! - i \
i / {1 o R e ~-1 - A L
0.0 7l \y\‘ v ,/ \\ A v 17 i & RE -1.0
1 1
\\ /1 \ //
vy Y
v | | -1.5
-1.0 -0.5 00 1.0

(1]
(2]
(3]
(4]
(5]
(6]
[7]
(8]
(9]
[10]
[11]

[12]

S. Muzumder B. Mukherjee and M.C. Calderer. Poiseuille flow of liquid crystals: highly
oscillatory regimes. Journal of Non Newtonian Fluid Mechanics, 99:37-55, 2001.

G.C. Berry. Rheological properties of nematic solutions of rodlike polymers. Mol. Cryst.
Lig. Cryst., 165:333-360, 1988.

M. C. Calderer and C. Liu. Mathematical developments in the study of smectic a liquid
crystals. Int. J. Engr. Sci. Mech., 38:1113-1128, 2000.

M. C. Calderer, C. Liu, and K. Voss. Radial configurations of smectic a materials and
focal conics. Physica D, 124:11-22, 1998.

M. C. Calderer, C. Liu, and K. Voss. Smectic a liquid crystal configurations with interface
defects. Mathematical Methods in the Applied Sciences, 52:473-489, 2001.

M. C. Calderer and P. Palffy-Muhoray. Ericksen’s mar and modeling of the smectic a
—nematic phase transition. SIAM J. Appl. Math., 60:1073-1098, 2000.

M.C. Calderer and C. Liu. Liquid crystal flow: Dynamic and static configurations. SIAM
Journal of Applied Mathematics, 60:1925-1949, 2000.

M.C. Calderer and B. Mukherjee. Chevron patterns in liquid crystal flows. Physica D,
98:201-224, 1996.

M.C. Calderer and B. Mukherjee. On poiseuille flow of liquid crystals. Liquid Crystals,
22:121-135, 1997.

M.C. Calderer and A. Panchencko. Young measures and order-disorder transition in steady
flow of liquid crystals. SIAM Jour. Appl. Math. (submitted), 2001.

N. A. Clark and S. T. Lagerwall. Submicrosecond bistable electro-optic switching in
liquid crystals. Applied Physics Letters, 36:899-901, 1980.

P. G. de Gennes and J. Prost. The Physics of Liquid Crystals. Oxford University Press,
Oxford, 1993.



72
[13]
[14]
[15]
[16]
[17]
[18]
[19]
[20]
[21]
[22]
[23]
[24]
[25]
[26]
[27]
(28]

[29]

RECENT PROGRESS IN COMPUTATIONAL AND APPLIED PDES

P. G. de Gennes and J. Prost. The Physics of Liquid Crystals. Oxford University Press,
Oxford, 1993.

P.G. de Gennes. An analogy between superconductivity and smectics a. Solid State
Commun., 58(10):753-756, 1972.

J.L. Ericksen. Liquid crystals with variable degree of orientation. Arch. Rational Mech.
Anal., 113:97-120, 1991.

S. Fraden and R.D. Kamien. Self-assembly in vivo. Biophysical Journal, 78:2189-2190,
2000.

P.L. Maffettone G. Marrucci. Description of the liquid crystalline phase of rodlike poly-
mers at high shear rates. American Chemical Society, 22:4076-4082, 1989.

P. Palffy-Muhoray J.T. Gleeson and W. Van Saarloos. Propagation of excitations induced
by shear flow in nematic liquid crystals. Physical Review A, 44:2588-2595, 1991.

R.G. Larson and D.W. Mead. Development of orientation and texture during shearing of
liquid-crystalline polymers. Liquid Crystals, 12:751-768, 1992.

F.-H. Lin and C. Liu. Nonparabolic dissipative systems modeling the flow of liquid
crystals. Comm. Pure Appl. Math., 48:501-537, 1995.

F.H.Linand C. Liu. Nonparabolic dissipative systems modeling the flow of liquid crystals.
Comm.Pur.Appl.Math., 48:501-537, 1995.

F.-H. Lin and C. Liu. Partial regularity of the nonlinear dissipative systems modeling the
flow of liquid crystals. Discrete Contin. Dynam. Systems, 2(1):1-22, 1996.

F.-H. Lin and C. Liu. Existence of solution for erickse-leslie system. Arch. Rat. Mech.
Anal., 154(2):135-156, 2000.

M.C. Calderer. Dissipation, surface energy and defects. European Journal on Applied
Mathematics, 8:301-310, 1997.

R.B. Meyer. The flexoelectric effect in nematic liquid crystals. Phys. Rev. Lett., 22:918—
922, 1969.

C. Liu P. Bauman, M. C. Calderer and D. Phillips. The phase transition between chiral
nematic and smectic a* liquid crystals. Arch. Rat. Mech. Anal.(submitted), 2002.

S.R. Renn and T.C. Lubensky. Abrikosov dislocation lattice in a model of the cholesteric
- to smectic-a transition. Phys. Rev. A, 38:2132-2147, 1988.

J. Wahl and F. Fisher. Elastic and viscosity constants of nematic liquid crystals from a
new optical method. Molecular Crystals and Liquid Crystals, 22:359-373, 1973.

K.F. Wissbrun. Rheology of rod-like polymers in the liquid crystalline state. Journal of
Rheology, 25:619-662, 1981.



BAYESIAN INPAINTING BASED ONGEOMETRIC
IMAGE MODELS

Tony F. Chan *
Department of Mathematics, UCLA, Los Angeles, CA 90095, USA
chan@math.ucla.edu

Jianhong Shen
School of Mathematics, University of Minnesota, Minneapolis, MN 55455, USA
jhshen@math.umn.edu

Abstract Image inpainting is an image restoration problem, with wide applications in
image processing, vision analysis, and the movie industry. This paper surveys
and summarizes all the recent inpainting models based on the Bayesian and
variational principle. A unified view is developed around the central topic of
geometric image models. We also discuss their associated Euler-Lagrange PDE’s
and numerical implementation. A few open problems are proposed.
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1. Introduction

The word “inpainting” is an artistic synonym for “image interpolation,” as
frequently used among museum restoration artists, who manually remove cracks
from degraded ancient paintings by following as faithfully as possible the orig-
inal intention of their creators [EM76, Wal85]. A mathematical illustration is
depicted in Figure 1.

As fine art museums go digital, all real paintings are scanned into computers.
No doubt, digital inpainting provides the safest way to restore those degraded
ancient paintings, simply by trying computer codes and softwares on the digi-
tal copies. Unlike the manual inpainting process which applies directly to the

*Research supported by grants from NSF under grant number DMS-9626755 and from ONR under N0O0014-
96-1-0277.
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original, digital inpainting brings tremendous freedom in making errors or im-
proving results progressively, with no risk of destroying the original precious
painting on the canvas, which is often unique in the entire world.

But the application of digital inpainting goes far beyond on-line art museums.
In on-line real estate business, for example, a potential customer may ask: | do
not like the palm tree and bush in the front yard; what will the house look like
without them? If the tree and bush are too close to the house, it is impossible
to capture by ordinary cameras an unblocked overview of the entire house.
However, treating the tree and bush as an inpainting domain, it is very hopeful
that a (clever) inpainting scheme can get rid of them in a realistic fashion.

uO‘Dc is given

inpainting domairy)

Figure 1.  For a typical inpainting problem, the image is missing on an inpainting domain D,
and the available part «° pe 1S often noisy. D can be disconnected.

Ever since the original work of Bertalmio et al. [BSCBO00], digital inpaint-
ing has found wide applications in image processing, vision analysis, and the
movie industry. Recent examples include: automatic scratch removal in digi-
tal photos and old films [BSCB00, CS01a], text erasing [BBC 01, BSCBOO,
CS01a, CS01c], special effects such as object disappearance and wire removal
for movie production [BSCBO00, CS01c], disocclusion [MM98], zooming and
super-resolution [BBC™01, CS01a, TAYWO1], lossy perceptual image cod-
ing [CS01a], and removal of the laser dazzling effect [CCBTO01], and so on.
On the other hand, in the engineering literature, there also have been many
earlier works closely related to inpainting, which include image interpola-
tion [AKR97, KMFR95a, KMFR95b], image replacement [IP97, WL00], and
error concealment [JCL94, KS93] in the communication technology.

As scattered as the applications are, the methods for inpainting related prob-
lems have also been very diversified, ranging from nonlinear filtering method,
wavelets and spectral method, and statistical method (especially for textures),
etc.

The most recent approach to non-texture inpainting is based on the PDE
method and Calculus of Variations, and can be classified into two categories.
The first class is based on the simulation of micro-inpainting mechanisms. It
includes the axiomatic approach of Caselles, Morel and Sbert [CMS98], the
transport process [BSCBO0O0] (the first high-order PDE model), the diffusion
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process [CS01c], and their combination [BBS01, CS01b]. The second category
includes all variational models simulating the unique macro-inpainting mecha-
nism: “best guess," or the Bayesian framework [GG84, KR96, Mum94b]. The
latter includes the total variation model [CS01d, CS0la, RO94, ROF92], the
functionalized elastica model [CKS01, MM98], the value-and-direction joint
model [BBCT01], the active contour model based on Mumford and Shah’s
segmentation [TAYWO01], and the inpainting scheme based on the Mumford-
Shah-Euler image model [ESO1].

The current paper surveys and summarizes this latter category. The main
goal is to develop a systematic approach and mathematical foundation for all
these previously scattered works, so that the survey can serve as a fresh starting
point, rather than a concluding chapter, for further research on this challenging
topic.

The philosophy behind Bayesian inpainting is quite simple and intuitive (see
Figure 1): the way we human inpainters inpaint an incomplete picture mostly
relies on two factors — how we read the existing part of the picture u° \Q\D (i.e.
data model ), and what class of images we believe the original good picture u
belongs to (i.e. image prior model). (For example, if it is known that we are
inpainting an image of a kitchen with tomatoes, peppers, and apples, we have
the a priori preference of smooth shapes and the green and red colors.) In
the Bayesian language, a balanced optimal guess is to maximize the posterior
probability Prob(u|u") (MAP) given by

Prob(u®|u) - Prob(u)
Prob(u9) '

Once an image «° is given, the denominator is a fixed constant. Thus we are to
maximize the product of the data probability and the image probability.

For inpainting, the data model is usually simple as illustrated in Figure 1: the
available part uO]Q\D is the restriction of the original good image « on Q\ D,
polluted independently by white noise n, i.e.

Prob(u|u’) = @

UOIQ\D = u’Q\D +n.

On the other hand, since there is no data available on the inpainting domain
D, the task of reconstructing the image on D solely falls on the image model.
This makes a good image model more crucial for inpainting than for any other
classical restoration problems such as denoising, deblurring, and segmenta-
tion [CS01a, ESO1].

Image models can be learned from image data banks based on filtering,
parametric or non-parametric estimation, and the entropy method (See Zhu,
Wu and Mumford [ZM97, ZWMZ97] for examples). Such statistical approach
is especially important for inpainting or synthesizing images with rich tex-
tures [IP97, WLOQ].



76 RECENT PROGRESS IN COMPUTATIONAL AND APPLIED PDES

On the other hand, in most inpainting problems, the inpainting domain of-
ten “erases"” some perceptually important geometric information of the image,
edges, for example. To reconstruct geometry, it is necessary that the image
model well resolves the geometry a priori. Most conventional probabilistic
models lack such feature. Fortunately, “energy" forms do exist in the litera-
ture, which have been explicitly motivated by geometry. Well-known examples
include the TV (total variation) model of Rudin, Osher and Fatemi [ROF92]
and the object-edge model of Mumford and Shah [MS89]. The link between
probabilistic image models and such geometric image models, as Mumford
pointed out [Mum94b], is formally made through Gibbs’ formula in statistical
mechanics [Gib02]:

Prob(u) = - exp(~BEu]),

where E/[u] is the energy of u (e.qg., the total variation of ), 3 denotes the inverse
absolute temperature, and Z the partition function. (Working with energy also
frees one from laboring on the definability of the partition function Z, which is
generally a highly non-trivial mathematical issue.) The Bayesian formula (1)
is re-expressed in the energy form by

Elu|u®] = E[u’|u] + E[u] + const.,

where the constant can be dropped safely as far as energy minimization is
concerned.

The organization goes as follows. Section 2 starts with an axiomatic approach
for curve models, which, to our best knowledge, is new. The latter half of the
section explains two approaches for constructing geometric image models from
curve models:

(1) through direct functionalization based on the level-sets; and

(ii) by having a curve model embedded as an edge model in the object-edge
primitive image model.

These approaches unify the four geometric image models appearing in the recent

inpainting literature:

(1) the TV image model of Rudin, Osher and Fatemi [ROF92, RO94], first
applied to inpainting modeling by Chan and Shen [CSO01a];

(2) the functionalized elastica image model as proposed and studied by Masnou
and Morel [MM98], and Chan, Kang, and Shen [CKSO01];

(3) the Mumford-Shah image model [MS89] applied to inpainting by Tsai,
Yezzi, and Willsky [TAYWO01], Chan and Shen [CS01a], and Esedoglu and
Shen [ES01]; and
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(4) the Mumford-Shah-Euler image model designed for image inpainting by
Esedoglu and Shen [ES01].

Section 3 explains all the recent inpainting schemes based on these geometric
image models. We discuss the associated Euler-Lagrange PDE’s, their geomet-
ric meaning, and robust ways of numerical implementation. Digital examples
are given for each inpainting model. Conclusion and open problems are written
into Section 4.

Throughout the paper, 2 denotes the entire image domain, D the miss-
ing inpainting domain, " the available part of the image on Q\ D, and u the
targeted inpainting restoration. The standardized symbols V, V- and A rep-
resent the gradient, divergence, and Laplacian operators separately. For any
multi-variable function or functional F'(X,Y"), the symbol F'(X |Y") still means
F(X,Y), butemphasizing that Y is fixed as known. This is to imitate the sym-
bol of conditional probability or expectation appearing in the Bayesian formula
(but without probabilistic normalization).

2. Geometric Image Models
2.1 Curve models

Geometry plays a crucial role in visual perception and image understanding,
including classification and pattern recognition. The most important geometry
for image analysis is hidden in edges. From David Marr’s classical work on
primal sketch [MH80] to David Donoho’s geometric wavelets analysis [Don00],
edges always stay in the heart of many issues: image coding and compression,
image restoration, segmentation and tracking, just to name a few.

Therefore it is of fundamental significance to understand how to mathemat-
ically model edges and curves.

From the Bayesian point of view, this is to establish a probability distribution
Prob(T") over “all" curves. An instant example coming to mind is the Brownian
motion and its Wiener measure [KS97]. The problem is that Brownian paths
are parameterized curves (by “time") and are even almost surely no-where
differentiable. For image analysis, however, edges are intrinsic (1-D) manifolds
and their regularity is an important visual cue.

According to the previously stated Gibbs’ formulation, we are to look for a
suitable energy form E[I']. It is always convenient to first start with its digital
version.

In digital image processing, Freeman’s Chain Coding [Fre61] is a popular
data structure for representing object borders and edges. The underlying idea
is to represent a 1-D curve I" by a chain of ordered sample points

Lo, L1, LN,
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dense enough to ensure reasonable approximation. Working directly with such
chains of finite length, we need to define appropriate energy forms

Elxg,z1, -, ZN].

To the best of our knowledge, the following axiomatic approach is new in the
literature. We shall naturally construct two of the most useful planer curve
models: the length energy and Euler’s elastica energy.

Axiom 1. Euclidean invariance.

Let @ € O(2) (conventionally called a rotation, though including all reflec-
tions), and ¢ € R? an arbitrary point. Euclidean invariance consists of two
parts: the rotational invariance

E[Qm()anl?' c 7QmN] = E[m0,$1, e 7mN}a
and the translation invariance

Elxo+c,x1+c¢, - ,xzn + ¢c| = Elxg,x1, - ,ZN].

Axiom 2. Reversal invariance.

It requires that
E[w07"' amN] = E[QZN, awO]v
which means that the energy does not depend on the orientation of the curve.

Axiom 3. p-point accumulation (p = 2,3, - -).

This is fundamentally a rule on locality. A p-point accumulative energy
satisfies the accumulation law:

E[a:o, Tt 7$nvwn+1] = E[:D07 T 7mn] + E[wn_P'i‘Q? e ,(I)n+1],
for all n > p — 2. Through cascade, we easily establish that

Proposition 1. Suppose E is p-point accumulative. Thenforany N > p — 1,

N—p+1
E[wo,‘-- ,iL'N} = Z E[il?n, 7"1:n+p—1]

n=0
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Thus, for example, a 2-point accumulative energy must be in the form of
Elxg, -+ ,xn] = E[xg, 1] + Elx1,22] + - + ElXN_1,ZN];

and a 3-point accumulative energy satisfies
Elxg, -+ ,xN] = E[zg, 21, 2]+ El®1, T2, T3]+ - -+ ElXN_2,ZN_1, TN].

Generally, a p-point accumulative energy F is completely determined by its
fundamental form
E[w()’ e 7wp—1]-

In what follows, we study the cases of p = 2 and p = 3.

211 2-point accumulative energy and the length .

Proposition 2. A Euclidean invariant 2-point accumulative energy must be in

the form of
N-—1

E[mO’ T >mN] = Z f(|mn+1 - $n|)a

n=0

for some non-negative function f(s).
Proof. We only need to show that
Elzo, z1] = f(|&1 — 20l).
Translation invariance leads to
Elxo,x1] = E[0,x1 — xo] = F(x1 — x0),
with F'(x) = E[0, z]. Then rotational invariance further implies that
F(Qx)=F(x), Qe€O0(2),xc¢c R2.
Thus if we define f(s) = F((s,0)), then F(x) = f(|z|). ]
If in addition, we impose

Axiom 4. Linear additivity:
Forany a € (0,1),and 1 = axo + (1 — o)z,

E[(Bo,.’.lfg} = E[dﬁg, 331] + E[ZIZl,(IZQ].

Then it is easy to show that the energy is unique up to a multiplicative
constant.
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Theorem 1. A Euclidean invariant 2-point accumulative energy E with linear
additivity must be the length energy, i.e.,

N-1
E[.’IJO,"' 7CCN] - CZ |.’Bn — Tp+1|,
n=0

for some fixed positive constant c.

For a summable curve T', as N — oo, and the sampling size

ngngaﬁl(il ’xn - wn+1|

tends to zero, such digital energy converges to the length.

2.1.2 3-point accumulative energy and the curvature.

To determine the fundamental form E|[x, x, 2], first recall Frobenius’
classical theorem [COS*98]. The three points =g, z1, x> live in RS = R? x
R? x R?, and the dimension of a Euclidean orbit is 3: 1 from the rotation group,
and 2 from the translation group. Therefore, Frobenius’ theorem applied to the
Euclidean invariance gives

Proposition 3. One can find exactly three independent joint invariants: 1, Io,
and I3, such that E[xq, 1, x2] is a function of them.

Define
a=|xy—x|, b=|x2—21|, €= |22 — TY|.

Thenthe orderedtriple (a, b, ) is apparently Euclidean invariant, and two chains
[xo, x1, x2] and [y, y;, yo| are Euclidean congruent if and only if they share
the same (a, b, ¢). Thus there must exist a non-negative function F'(a, b, c) such
that

Elxg, 1, x2) = F(a,b,c).

Define the two elementary symmetric functions of ¢ and b:

b
Alza; and By — ab,

The reversal invariance implies the symmetry of F' with respect to a and b.
Thus F has to be a function of A4, By, and ¢:

Elxo, x1,z2) = f(A1, By, ).

Let s denote the half perimeter of the triangle (1, x2, x3):

C
8:A1+§7
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and A its area;

A=/s(s—a)(s —b)(s —c) = /s(s — ¢)(s2 — 2415 + By).
Then we can define the digital curvature at 2; [COS*98, COT96, Bou00] by

—4 A SiH91
Kl =4 = ——
" Bie T ¢/27

where 6 is the angle facing the side [z, 2]. It is shown by Calabi, Olver, and
Tannenbaum [COT96] that for a generic smooth curve and a fixed point «; on
it,asa,b — 0,

k1= k(x1) + O(|b — a]) + O(a® + b°),

where (1) is the curvature at x;.
Now it is easy to see that k1, A1, By is a complete set of joint invariants for
both the Euclidean and reversal invariances, and

Elxg, 1, 2] = g(K1, A1, B1).
Therefore, we have proved

Theorem 2. A 3-point accumulative energy £ with both Euclidean and reversal
invariances must be in the form of

K/naAan

||P12

E[m07... , T

Further notice that, as the sampling size a,b = O(h), h — 0 at a fixed point
T € T,
w1 =0(1), Ay =0(h), B;=O0(h?.

Applying Taylor expansion to g for the infinitesimals A, and B; (assuming that
g is smooth), we have

g(k1, A1, B1) = q1(k1)A1 + g2(k1)B1 + -+ -,

for some functions g1, go, - - -. In the linear integration theory, by neglecting
all high order (> 2) infinitesimals, we end up with

9(k1, A1, B1) = g1(k1)A;.

Therefore we have derived,
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Corollary 1. Following Theorem 2, in addition, suppose that for any smooth
summable simple curve I, and its Chain Coding approximation [x¢, 1, - - - € N]
with the size
h= max |, — Tpi1]
0<n<N-1
tending to zero, E[x, - - - | converges. Then as far as the limit is concerned,
there is only one class of such energy, which is given by

N-1
E[m07 e 7',1"N} = Z f(’%n)An
n=1
As h — 0, it converges to

B[] = /F £()ds,

where ds is the length element.

For instance, if we take f(x) = a + Bx2 for two fixed weights o and (3, the
resulting energy is called the elastica energy [Mum94a], which was first studied
by Euler in modeling the shape of a torsion free thin rod in 1744. If § = 0, the
elastica energy degenerates to the length energy.

2.2 Image models via functionalizing curve models

Once a curve model E[I'] is established, it can be “lifted" to an image model
by direct functionalization and the level-set approach.

Let u(z) be an image defined on a domain 2 C R2. For the moment assume
that « is smooth so that almost surely for each gray value ), the level-set

My={zeQ:u(x) =}

is a smooth 1-D manifold. Let w(\) be an appropriate non-negative weight
function. Then based on a given curve model E[I'], we can construct an image
model:

Elu] = / By Jw(\)dA.

Conventionally w(\) is set to 1 to reflect human perceptual sensitivity. Sup-
pose we have a bundle of level-sets whose gray values are concentrated over
[A, A+ AX]. If AXis small, then the image appears smooth over the region
made of these level-sets, and is thus less sensitive to perception. The energy
assigned to such bundles should be small accordingly. On the other hand, if
AN is large, for example in the situation when the bundle contains a sharp edge,
then the level-sets carry important visual information and the associated energy
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should be large. Therefore, the Lebesgue measure d\ is already perceptually
motivated and w(\) can be set to 1, which we shall assume in the following.

Suppose we take the length energy in Theorem 1 as the curve model, then
the resulting image model

Elu] = /_Oo length(T")dA

is exactly Rudin-Osher-Fatemi’s TV model [ROF92, RO94]:

Elu] = / |Vu|dzx.
Q
This is because for a smooth image u, along any level-set Iy,
i\ = [Vuldo, length(Ty) = / ds,
'\
with ds and do denoting the arc lengthes of the level-sets and gradient flows,
which are orthogonal to each other, and thus

dsdo = dz

is the area element. Therefore,

Elu] = / |Vuldods = / |Vuldz.
—oo JI'y Q

The above derivation is in a formal level and can be rigorously established
based on the theory of BV functions [Giu84], where the length of a level-set is
replaced by the perimeter of its associated region, the Sobolev gradient norm by
the TV radon measure. Then the lifting process is exactly the famous co-area
formula.

Similarly, suppose we take the curvature curve model in Corollary 1, then
the lifted image model becomes

Bl = [ 1 (1915 Vulds,

Especially, if f(s) = a + (s?, it is called the elastica image model [CKSO01,
MMO8].
2.3 Image models with embedded edge models

The second approach to construct image models from curve models is based
on the object-edge primary model, as proposed by Mumford-Shah [MS89]. In
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such image models, the curve model is embedded to weigh the energy from the
edges, i.e., abrupt jumps in images.

For example, the classical Mumford-Shah image model employs the length
curve model:

FElu,T] = /Q\F |Vu|*dz + o length(T).

Here I" denotes edge collection. Unlike the TV image model, once the singular
set I' is singled out, for the rest of the image domain, Sobolev smoothness can
be legally imposed.

Mumford-Shah image model has been very successful in image segmentation
and denoising. For image inpainting, as Esedoglu-Shen discussed in [ES01],
it is intrinsically insufficient. Therefore a new image model called Mumford-
Shah-Euler is proposed in [ES01] based on the elastica curve model:

Elu,T] = /Q\F \Vul|?dx + /F(oz + BK?)ds.

We now start to discuss how to carry out inpainting based on these image
models.

3. Inpainting Models and Their PDE’s

In this section, we survey all the recent inpainting schemes based on the
geometric image models mentioned above. We shall describe the PDE forms
for all the variational models, and their digital realization based on the numerical
PDE method. Digital examples are demonstrated for each inpainting scheme.

3.1 The TV inpainting

In [CS01a], we first touched on the Bayesian idea for the inpainting problem,
as an alternative to the PDE approach invented by Bertalmio et al. [BSCB00]
based on the transport mechanism. The image model employed in [CS01a] is
the well-known Rudin-Osher-Fatemi’s TV image model, as first proposed for
the denoising and deblurring application [ROF92, RO94].

The TV inpainting model is to minimize the posterior energy

Jry[ulu®, D] :/ |Vu|dx + é/ (u —u)?dz. )
0 2 Jo\p

Define

Ap(z) = A+ 1o\p(2).
Then the steepest descent equation for the energy is
ou Vu 0
E—V' [W] + Ap(z)(u” —u), ()
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which is a diffusion-reaction type of nonlinear equation. To justify the drop
of the boundary integral coming from the variational process, the associated
boundary condition along 0X2 is adiabatic: du/07 = 0, where 7 denotes the
normal direction of the boundary.

The diffusion is anisotropic to respect sharp edges as in the Perona-Malik
diffusion [PM90] since the diffusivity coefficient 1/|Vu| becomes small where
w has sharp jumps. The reaction term has . as its attractor to keep the solution
close to the given noisy image. But notice that on the inpainting domain D, the
equation is a pure diffusion process, which of course originally comes from the
TV image model.

In [CKSO01], the existence of aminimizer of .Jy, in the BV space is established
based on the direct method of Calculus of Variation. The uniqueness, however,
is generally not guaranteed. Anexample is given in [CKS01]. Non-uniqueness,
from the vision point of view, reflects the uncertainty of human visual perception
in certain situations, and thus should not be cursed in terms of faithful modeling.

For the digital realization of model (3), the degenerate diffusion coefficient
1/|Vu| is always conditioned to

1
—]Vu\ , |Vulg = Va2 + |Vul?,
a

for some small positive constant a. From the energy point of view, it amounts
to the minimization of the modified Jy:

Jeylu] = /Q |Vula + % /Q\D(u —u%)2dz. (4)

This energy form connects image inpainting to the classical problem of non-
parametric minimal surfaces [Giu84]. In fact, in the (x,y, z) space, the first
term of J{,[u], up to the multiplicative constant a, is exactly the area of the
surface

z=z(z,y) = u(z,y)/a.
In the case when the available part «° is noise-free, we have
A=o00, zlo\p=2"lo\p-

Thus we end up with the exact minimal surface problem on the inpainting
domain D:

min/ V1+|Vz2de with z=2° along dD.
D

Here along the boundary, z\ p 1S Understood as the trace from the interior. Since
this Dirichlet problem might not be solvable for general inpainting domains D
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(see [Giu84] for example), as far as inpainting is concerned, we may formulate
a weaker version even for the noise-free case:

min/ 1+ |Vz]2 + H/ (z — 2%)2%dH,,
D 2 Jop

where ;. isalarge positive weight and d H1 the 1-dimensional Hausdorff measure
of 0D. Then the existence of a minimum can be easily established based on
the direct method.

Compared with all other variational inpainting schemes, the TV model has
the lowest complexity and easiest digital implementation. It works remarkably
well for more local inpainting problems such as digital zoom-in (Figure 2)
and text removal [CS01a]. But for large-scale inpainting problems, the TV
inpainting model suffers from its origin in the length curve energy. One major
drawback is its failure to realize the Connectivity Principle in visual perception
as discussed in [CSO01c].

The original image Zoom-out by a subsampling of factor 4

\

-eey
]|
A
.

/
"
VAN

The harmonic zoom-in The TV zoom-in

I
m

EI
©

0 |

-
-
L

=2 ¢

-
-
L

Figure 2. Digital zoom-in based on the TV inpainting scheme, as compared with that based
on the harmonic inpainting scheme, i.e., that based on the Sobolev image model: E[u] =

/ |Vu|®dz. Notice that the TV gives much sharper boundary reconstruction.
Q
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The original image Edge tube from Canny’s detector

e

The initial guess

Figure 3. TV inpainting applied to the primal-sketch based image decoding.

3.2 The elastica inpainting

In [CKSO01], Chan, Kang, and Shen proposed to improve the TV inpainting
model by using the elastica image model

Vu

Elu :/ a+ Br?)de, kK=V- [—]

[l = | () Tl

The elastica inpainting model is thus to minimize the posterior energy
Jeluld. D] = [ oo+ 5 [ (u-uPda, ©
Q 2 Jo\p

where ¢(s) = a + (s>
By Calculus of Variation, it is shown in [CKS01] that the steepest descent
equation is given by

ou

o =V -V + (@)’ —u), (6)
5 _t 0(¢(K)|Vul)

Here 77, ¢ are the normal and tangent directions:

Vu R n o .
— t=it, —=1-V.
V| T b

n=
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Notice that the coupling of £'and 9/ in (7) makes it safe to take any direction
of 7+ for t. The natural boundary conditions along 95 are
Ou 9(¢' (k)| Vul)

— =0 and =0.
ov ov

The vector field V is called the flux of the elastica energy. Its decomposition
in the natural orthogonal frame (77, ¢) in (7) has significant meaning in terms

of micro-inpainting mechanisms.

(i) The normal flow ¢(k)n carries the feature of an important inpainting
scheme invented earlier by Chan and Shen called CDD (curvature driven
diffusion) [CS01c]. CDD was discovered in looking for micro mecha-
nisms that can realize the Connectivity Principle in visual perception [CSO1c,
Kan79, NMS93].

(if) The tangential component can be written as

= (1 9 (K)|Vu])\ oo
= (!WP or ) v,

and its divergence is

L =1 ARVl

since V1w is divergence free. Define the smoothness measure
_—1 9(¢(K)|Vul)
Ly=—— —.
|Vul ot

Then the tangent component is in the form of the transport inpainting
mechanism as originally invented by Bertalmio et al. [BSCBO00].

Pure transport can lead to shocks as in traffic models, while pure curvature
driven diffusion (CDD) is only motivated by the Connectivity Principle in vi-
sion research and lacks theoretical support. The elastica inpainting PDE (6)
combines their strength and also offers a theoretical framework.

For the numerical realization of the model, we mention the following aspects.
More detail can be found in [CKSO01]. Two digital examples are illustrated in
Figure 4.

(a) To accelerate the convergence of the steepest descent marching (6) toward
its equilibrium solution, one can adopt the Marguina-Osher method [MO99]
by adding a non-negative “time correcting factor" T'(u, |Vu|):

ou

=T (V- V4@ —uw).
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For instance, take 7" = |Vu|. As shown in [MO99], such simple technique
can substantially improve the numerical marching size and speed up the
convergence.

(b) As in the TV inpainting model, for the computation of « and V, 1/|Vu] is
always conditioned to 1/|Vu|, to avoid a zero denominator.

(c) To more efficiently denoise and propagate sharp edges, classical numerical
techniques from computational fluid dynamics (CFD) can be very useful, in-
cluding those originally designed for capturing shocks. Techniquesadopted
in [CKSO01] are the upwind scheme and the min-mod scheme [OR90].

Original Image Inpainting Domain

Original Image Inpainting Domain

TV Inpainting Curvature Inpainting

Curvature Inpainting TV Inpainting

Figure 4. Two examples of elastica inpainting, as compared with TV inpainting. In the case
of large aspect ratios [CSO1c], the TV inpainting model fails to comply to the Connectivity
Principle.

3.3 Inpainting via Mumford-Shah image model

The idea of applying the Mumford-Shah image model to inpainting and
image interpolation first appeared in Tsai, Yezzi, and Willsky [TAYWO01], and
Chan and Shen [CS01a], and has been recently studied again by Esedoglu and
Shen [ES01] based on the I"-convergence theory.

The model is to minimize the posterior energy

Jmsu, T|u’, D] = %/Q\ryvu\de+a|ength(r)+%/Q\D(u—uo)Qda;, (8)

where v, o, and )\ are positive weights. Notice that if D is empty, i.e. there is
no spatially missing domain, then the model is exactly the classical Mumford-
Shah denoising and segmentation model [MS89]. Also, notice that unlike the
previous two models, it outputs two objects: the completed and cleaned image
u, and its associated edge collection T'.
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For a given edge layout I, variation of Jms[u|T, u", D] gives
yAu 4+ Ap(z)(u® —u) =0 on Q\T, 9)

with the natural adiabatic condition du/07 = 0 along both I" and 0f2.
Denote the solution to the elliptic equation (9) by ur. Then the steepest
descent infinitesimal move of T for Jms|T'|ur, u°, D] is given by

dx v 2 | AD 02 _,
— = — —(up — : 1
p <ou<a+ [2|Vur| +5 (ur —u") ) l (10)
Here x € I is an edge pixel and 77 the normal direction at =. The symbol [g]r
denotes the jump of a scalar field g(z) across I':

glr(z) = lim (g(z + o7i) — g(z — o7)).
o—0+
The sign of the curvature x and the direction of the normal 7 are coupled so
that x7 points to curvature center of I" at .
Note that the curve evolution equation (10) is a combination of the mean
curvature motion [ES91]
dx/dt = akil

and a field-driven motion specified by the second term. The field-driven motion
attracts the curve toward the expected edge set, while the mean curvature motion
makes sure that the curve does not develop ripples and stays smooth.

Like the TV inpainting model, inpainting based on the Mumford-Shah image
model is of second order. Butthe extracomplexity comes fromits free boundary
nature. In[CS01a, TAYWO0L1], the level-set method of Osher and Sethian [OS88]
is proposed.

In the most recent work by Esedoglu and Shen [ES01], a simpler numeri-
cal scheme is developed based on the I"-convergence theory of Ambrosio and
Tortorelli [AT90, AT92].

In the I'-convergence theory, the 1-dimensional edge I' is approximately
represented by its associated signature function

z:Q—[0,1],

which is nearly 1 almost everywhere except on a narrow (specified by a small
parameter ¢) tubular neighborhood of I', where it is close to 0. The posterior
energy Jms|u, I'|u®, D] is approximated by:

2

2
+a/ (6|V22+ (1-=) )d:v.
0 4e

1
Je[u, z|u®, D] :—/ )\D(x)(u—uo)2d1‘+1/ 22| Vu|?dx
2 Ja Q (11)
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Taking variation on u and z separately yields the Euler-Lagrange system:
Ap(z)(u —u®) =V - (2Vu) =0 (12)

-1
(v|Vul*)z + a (—QeAz - Z2 ) =0, (13)

€

with the natural adiabatic boundary conditions along 052 (due to the boundary
integrals coming from integration-by-parts):

ou 0z
55 =0 55 =0
Define two elliptic operators acting on u and z separately:
L,=-V -2’V +Ap/y (14)
M, = (1+2(ey/a)|Vul?) — 42 A. (15)
Then the Euler-Lagrange system (12) and (13) is simply written as
L.u= (Ap/y)u° and M,z =1. (16)

This coupled system can be solved easily by any efficient elliptic solver and an
iterative scheme. Two digital examples are included in Figure 5 and 6.

Noisy image to be inpainted Inpainting output u Inpainting output z

1 Pe

Figure5. Inpainting based on the I"-convergence approximation (11) and its associated elliptic
system (16).

3.4 Inpainting via Mumford-Shah-Euler image model

Like the TV image model, the Mumford-Shah image model is insufficient for
large-scale image inpainting problems due to the embedded length curve energy.
To improve, Esedoglu and Shen [ES01] recently proposed the inpainting scheme
based on the Mumford-Shah-Euler image model.

In this model, the posterior energy to be minimized is

A
Jmse[u, T|u’, D] = %/Q\F\Vu|2d$+/r(a+ﬂf12)ds+§/Q\D(u—uo)Zda:,
(17)
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Image to be inpainted Inpainting domain (or mask) Inpainting output

Hello! We are Penguin
AandB.  You guys
must think that so many
words have made a
large amount of image
information lost.

Is this true? We
disagree. We are

more optimistic. The

Figure 6.  Text erasing by inpainting based on the Mumford-Shah image model.

where the length energy in Jms has been upgraded to Euler’s elastica energy.
As in the previous inpainting model, for a given edge layout I, the Euler-
Lagrange equation for Jmse[u|T, u", D] is

yAu+ Ap(z)(u® — u) =0, x € Q\T, (18)

with the adiabatic condition along I" and 9€2: Ju/0v = 0.
For the solution ur to this equation, the infinitesimal steepest descent move
of " is given by [CKS01, Mum94a, LS84]:

dx

. A—D(up —ul)?| . (19)

d2
ak — 6(2—’1 + K3) + Z\Vuﬂz +
2 2 -

ds?
The meaning of the symbols is the same as in the previous section.

The digital implementation of this 4th order nonlinear evolutionary equa-
tion is highly non-trivial. The challenge lies in finding an effective numerical
representation of the 1-dimensional object T', and robust ways to compute its
geometry, i.e., the curvature and its differentials.

In Esedoglu and Shen [ESO1], the equation is numerically implemented
based on the I"-convergence theory of De Giorgi [Gio61]. As for the previous
Mumford-Shah image model, I"-convergence approximation leads to simple
elliptic systems that can be solved efficiently in computation.

De Giorgi [Gio61] proposed to approximate Euler’s elastica curve model

e(I') = /F (a+ Br2)ds,

by an elliptic integral of the signature z (the two constants « and  may vary):

/ 2
E[Z] :a/Q <6|Vz]2+%) dx—i-g/ﬂ (26AZ— W4—£Z)> dz, (20)
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where TV (z) can be the symmetric double-well function
W(z)=(1-2%?=(z+1)>3*z—-1)>% (21)

Unlike the choice of W (z) = (1 — z)? for the Mumford-Shah image model,
here the edge layout I" is embedded as the zero level-set of z. Asymptotically,
as e — 07, a boundary layer grows to realize the sharp transition between the
two well states z = 1 and z = —1.

Then the original posterior energy Jmse on « and T" can be replaced by an
elliptic energy on w and z:

1
Je[u, z|u®, D] = z/ 22|\ Vul?dx + E[2] + —/ Ap(u—u®)de.  (22)
2 Ja 2 Ja
For a given edge signature z, variation on u in J.[u|z, u°, D] gives

Ap(u —u®) — V- (22Vu) = 0, (23)

with the adiabatic boundary condition 0u /07 = 0 along 0f2. For the solution
u, the steepest decent marching of z for .J[z|u, u?, D] is given by

9z _ 2 W (z)
5 = —y|Vul*z + ag + 7g—4ﬁAg, (24)
!
g = 2eAz — w (Z), (25)
4e
again with the Neumann adiabatic conditions along the boundary 0£2:
0z dg
i 0, and i 0.

Eq. (24) is of fourth-order for z, with the leading head —8e3A2z. Thus, toen-
sure stability, an explicit marching scheme would require At = O((Ax)?/ep).
There are a couple of ways to stably increase the marching size. First, as in-
spired by Marquina and Osher [MO99], one can add a time correcting factor
(as in Section 3.2):

0
8_j =T(Vz,glu) (—VVUFZ +ag +

ﬁW”(Z)

2¢2

where T'(Vz, g, |u) isasuitable positive scalar, forexample, 7' = |V z| [MO99].
The second alternative is to turn to implicit or semi-implicit schemes. Eq. (24)
can be rearranged to

,BW”( ) ﬁ
2622 9+ €

+7|Vul?z — 20eAz + 83eA%z = _43
€

0z

!
y Wi(z)+

AW'(2),
(26)
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Or simply
s Lyz = )
5+ Luz = f(2)
where L,, denotes the positive definite elliptic operator (u-dependent)

Ly = 7v|Vu|? — 2aeA + 8GeA?,

and f(z) the entire right hand side of (26). Then a semi-implicit scheme can
be designed as: at each discrete time step n,

(14 AtLy) 2" = 20 4 At f(2™),

where the positive definite operator 1 + At L, is numerically inverted based on
many fast solvers [GO92, Str93]. A digital example is given in Figure 7.

Anoisy image to be inpainted Inpainting via Mumford-Shah-Euler image model

Figure 7. Inpainting based on the Mumford-Shah-Euler image model can satisfactorily restore
a smooth edge as expected.

4. Conclusion and open problems

In this paper, we have surveyed all the recent inpainting models based on the
combination of the Bayesian principle and geometric image models. As for the
classical denoising, deblurring, and segmentation applications, the Bayesian
framework has proven to be very effective in designing and improving general
inpainting models.

We have explained that the fundamental ingredient for a geometric image
model is the associated or embedded curve model. Based on some natural
axioms such as the Euclidean invariance and reversal invariance, we have been
able to understand the general structure of geometric curve model on the 2-
dimensional image domain. We have described two general ways for “lifting"
a curve model to a geometric image model.
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We have observed that conventional first-order geometric image models, such
as the TV model and Mumford-Shah model, function very well for classical
denoising, deblurring, and segmentation problems, as well as for inpainting
problems with a more local nature (such as zoom-in and text erasing). But
for large-scale inpainting problems, they are insufficient for reconstructing per-
ceptually meaningful outputs. Therefore, high order geometric image models,
such as the elastica model and the Mumford-Shah-Euler model, become nec-
essary for more general inpainting applications. The tradeoff is that high order
inpainting models are computationally much more challenging.

We have described all the Euler-Lagrange PDE’s associated to these models,
their geometric meaning, and their digital realization based on techniques from
numerical PDE’s and the I'-convergence theory.

Finally we post three interesting open problems.

(i) Videoinpainting. Video inpainting has profound application in the movie
industry, surveillance analysis, and dynamic vision analysis. The first
open problem is: how to integrate the extra dimension of “time" into the
spatial inpainting techniques? And how to define geometric prior models
for spatial-temporal images?

(ii) Texture inpainting. Textures by definition are image patterns with rich
statistical features. Geometric image models can well describe the bound-
aries of different texture patches, but are apparently insufficient for in-
painting the textures themselves. Therefore, the second open problem
is: how to integrate geometric image models and statistical texture mod-
els? And how to grow textures through texture synthesis without creating
artificial boundaries?

(iii) Fastand efficient digital realization. Throughout this survey, numerical
PDE has been a core computational tool for all the geometric inpainting
models. The third open problem concerns fast and efficient digital im-
plementation of the associated PDE’s, especially for the high order ones.
There are a number of non-trivial questions that wait to be answered: How
to develop discretization schemes that respect geometry, the curvature and
its differentials, for examples? How to speed up convergence based on
various numerical techniques such as the multigrid method and the mul-
tiresolution decomposition? since speed is always highly concerned in
applications. Finally, the energies of high order inpainting models, such
as the elastica and the Mumford-Shah-Euler models, often have many lo-
cal energy wells. It is thus another important issue to develop numerical
schemes that can efficiently avoid being trapped in local energy wells, as
in Molecular Dynamics [MW97].
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Abstract In this paper, conjugate gradient acceleration of algebraic multigrid methods
(AMGCG) is described. Theoretical analysis and numerical experiments demon-
strate that iterant recombination increases the efficiency and robustness of alge-
braic multigrid methods. To judge the performance of AMGCG, we not only
focus on its convergence behavior, but also take both computing times and mem-
ory requirement into account.

Keywords:  algebraic multigrid, preconditioned conjugate gradient, iterant recombination,
convergence

1. Introduction

Multigrid method (MG) is an nearly optimal-order iterative method for large
sparse systems that arise from discretizations of partial differential equations.
In this method, the process of relaxation possessing certain smoothing proper-
ties alternates with a process of coarse-grid approximation [1, 4, 5, 12, 16].

Although MG is a very efficient way and its scope of applications is also
broader and broader, it is not always easy to choose the optimal components
for difficult problems and therefore the acceleration of MG has become more
and more popular during the last years to further increase the efficiency and
robustness of standard MG methods. Krylov subspace methods e.g. conjugate
gradient (CG) acceleration provides a powerful tool for speeding up the conver-
gence of multigrid methods, instead of trying to optimize the interplay between
the various multigrid components [14, 17].

101
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Algebraic multigrid (AMG) methods are automatic procedures for coarsen-
ing the set of equations, relying exclusively on its algebraic relations. AMG
is widely employed for solving discretized partial differential equations on
unstructured grids, or even many types of discrete systems not arising from
differential equations [2, 3, 6, 7, 8, 9, 10, 11, 13, 15].

However, it is also not trivial to design AMG components. Especially, its
interpolation will hardly ever be optimal. In this paper, by CG acceleration, we
can put less effort into the expensive setup phase and use AMG as preconditioner
and therefore the efficiency of AMG is also enhanced largely. This is because
AMG?’s efficiency is affected by the slow convergence of just a few exceptional
error components, while CG typically eliminates these particular frequencies
very efficiently.

2. AMG Algorithm

AMG algorithms are solvers of linear systems of equations which are based
on multigrid principles but do not explicitly use the geometry of grids.
Consider the system of linear equations
AU =F (2.0)

where A = (aij)nxn, U = (u1, - ,un)t, F = (f1,--+, fa)T. Asequence of
systems of equations is generated as

AT — F 2.2)
Where Am = (a’z‘?)nmxn'nﬂ Um = (UT7 e 7u:lnm)T' Fm = (f{n7 T TTlran)T’

m=1,---,Mn=mn; > --->ny, A' = A, U' = U,F! = F. These
equations formally play the same role as the coarse grid equations defined in
the geometric multigrid (GMG) method. A grid £2™ can be regarded as a set of
unknowns u§”(1 <j<nm).

In general, there are two phases required in a AMG method: (1) the prepa-
ration phase or the setup phase, in which the five components: coarse grids
Q™ transfer operators I, ; and I™+1 coarse operator A1 and smoothing
operator G™ are constructed; (2) the solver phase, i.e. the general multigrid
cycling procedure, in which the system of equations is solved.

In this paper, we use the AMG algorithm whose components are constructed
as follows:

(CO1) Coarse grids Q™(m = 1,--- ,n), where the finest grid-Q2* is chosen
fine enough to provide the desired accuracy, and the coarsest is chosen so that
the exact solution of the problems on that grids is negligible compared to that
of one relaxation sweep on the finest grid. The coarse grid-Q™*! is chosen as
a subset in 2™, which is denoted by C™. The remainder subset Q™ — C™ is
denoted by F™. A point i is said to be strongly connected to j, if
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|ai; | 29-%§f|a$|,0<9§1. (2.3)

Let S denote the set of all strongly connection points of the point 7 and let
M = C™(S™. In general, we require C/™ for Vi € F™ to be satisfy the
following:

(CR1) Ifi € F™,and j € S}, either j € C™ or j must strongly depend on
C;". This is our primary criterion in the choice of C™ and F'™.

(CR2) The connection between variables in C™ and F™ should be as small as
possible.

In practice, it is impossible to strictly satisfy both criteria (CR1) and (CR2)
for all systems of equations. However, (CR2) is generally used as a guideline
to construct C™ such that (CR1) is held. Now define the set of points which are
strongly connected to i by ST = {j :i € S7}, and for aset P, let | P| denote
the number of elements in P. The following two-part process is suggested by
Ruge and Stiiben. First, a basic choice for the C-point is performed as follows:

(1) SetC™ =0, F™ =(,U = Q™, and A = | S} for all 4,

(2) Pickani € U with maximal \;, and set C™ = C™ | J{i}, U = U — {i},
(3) Forall j € ST N U, perform (4) and (5),

(4) Set '™ = F™ | J{j}and U =U — {j},

(5) Foralll € ST'MU,set A, = A + 1,

(6) Forall j € S"U,set A\j = \; — 1,

(7) If U = 0, stop. Otherwise, goto (2).

The first part attempts to enforce the criterion (CR2) by distributing the
C-point uniformly over the grid. The second part is combined with the compu-
tation of interpolation weights, in which the tentative F-point resulting from the
first part are tested to ensure that the criterion (CR1) holds. The new C-points
will be added as necessary. It should be noted that the steps (1)-(7) need only
O(n) operations when an efficient implementation is used.

(CO2) Interpolation operators I, |, that is, each variable in C"™ interpolates
directly from the corresponding variable in Q™*! with a weighting of 1, and
each variable i € F interpolates from the smaller set C}".

In [9], based on two geometric assumptions:

(G1) In the neighborhood V™ of a point < € ™, the larger the quantity ]a?}
is, the closer point j is to the point i,
(G2) An algebraically smooth error is also geometrically smooth between points
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iand j if a7 < Oor \am is small, and it is geometrically oscillations if a;} > 0
is large,
Chang gave the following interpolation formula for the variable i € F'™

Z wf}e?‘“ Vie F'™, (2.4)
jecr
and
am
wii = =,k € C" (25)
> o= ¥ ag+0s 3 o
jepV jent® jep!™
zk_a2k+ Z a; 9}7}4-1-2 Z a; 9%4‘05 Z a”g]k
jeD® jep® jep®
where
9k = i je D" kelm
J ’ (] )
> lajil
keCm
V={j:jeDrip=0ap+0}
D(s) {j:jeDP 17 >0,&0>05,a7 <0}
' {j:jeDin <0750 >05,a7 <0},
Dl(4 ={j:j€ Dza% >2,&7 > 0.5,a7 <0},
2) (3 4)
DY ={j:jeDr\(D UD 'Upy
and
Y -
m __ keCi = |la%; |l
1) I z] -
> lajil > lail
keCc™ keCcm

ZZL:‘SZL j—{k ke 17]k7é0}
D' =N -, D;=Dr()SP
Dy = D" = D{,N]" = {j : j € Q",j #i,a} # 0},

Now that the coarse grid and interpolation operator are defined, the restric-
tion operator I'**1 and the coarse grid operators A™*1 can be defined by the
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Galerkin type algorithm:

(CO3) The restriction operator I+ : G(Q™) — G(Q™*1). In AMG, after
the coarse grid and interpolation operator are defined, 7+ and the follow-
ing coarse-grid operator A™*+1 can be defined by the Galerkin type algorithm:
It = (1m, )T and A™ = [ Amm | This ensures that the correction
from the exact solution of the coarse-grid problem is the best approximation in
the range of interpolation, where "best" is meant in the energy norm.

(CO4) The coarse-grid operator A+ : G(Q™+1) — G(Q™F1).

(CO5) A relaxation method for each grid G™ : G(Q™) — G(Q™), which
is usually chosen as a fixed iterative procedure, for example, Gauss-Seidel or
Jacobi relaxations with some parameter w™.

Thus, we have defined all the components necessary for the AMG solution
process.

3. Conjugate Gradient Acceleration

First, we discuss the general Krylov subspace acceleration.

The acceleration of multigid by iterant recombination starts from successive
approximations uj , u2, . . ., uy" from previous multigrid cycles. In order to find
an improved approximation w;, 4, we consider a linear combination of the 7 +-1

lastest approximations w;"~*,i = 0,...,m,

m
upa = up + > oq(u Tt = upl), (3.1)
=1

(assuming as m > m) with )~ «a; = 1.
For linear equations, the corresponding defect, r;, 4 = f5, — Apun, 4 is given
by

Thoa =TI+ Y a(rp Tt =), (3.2)
=1

where rZ”H = f — Ahuz’”‘*i. In order to obtain an improved approximation
up, A, the parameters o; are determined in such a way that the defect r, 4 is
minimized.

In general, we will minimize 7, 4, i.e.

m

Y (- )
=1




106 RECENT PROGRESS IN COMPUTATIONAL AND APPLIED PDES

with respect to the l-norm ||.|2.

Especially, when we choose a corresponding minimization is performed in
the A; '-norm (Il g-1 = (2, A, 'z)), where Ay, is the matrix corresponding
to the discrete problem, the following CG acceleration algorithm is obtained:

(1) Choose some initial value u}, and after performing a complete AMG

cycle, we obtain u} ;

(2) Compute 7“2 = fn— Ahug,po = u,ll — u%, qo = (r,g)Tr,g, k=1;

(3) Compute ay, = pr_1/pf_ Anpr—1, il = up " + agpr—1, thus the cur-

rent approximation uﬁ‘l is replaced by @¥;

(4) Compute rf = it — agp Appr_1,qx = (rf)T7F, Br = au/qk—1, P =

™+ Bepk—1,k =k +1;

(5) With this replaced approximation ﬂ;j, the next AMG cycle is performed
leading to a new iterant u};

(6) If g < goe with e given parameter of convergence criterion, stop; other-
wise, goto (3).

4, Analysis of CG Acceleration

In this section, we only give a simple picture of convergence analysis from
the point of multigrid as a preconditioner.

First, in the framework of preconditioned conjugate gradient (PCG) methods,
the rate of convergence of CG methods can be estimated in the following way.

Let the linear system to be solved be denoted by Au = f, and the CG method
be applied to the preconditioned system

PAPT(P~Ty) = Pf, (4.1)

where PP ~ A~1,
The CG algorithm has the fundamental property

Prit = ¢2 (PAPT)Pr) (4.2)
with ¢9 satisfying
lgn(PAPT)Pry| o = ming, {||¢n(PAPT)Pry|l -1, ¢n € O3}

and the set ©9 by

0Y = {6, : 0, is a polynomial of degree < n and 6,,(0) = 1}.
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It follows that
1Pritl%-1 = | Pryl%-imin{maz[(A\)*, X € S(K)],¢ € ©)}  (4.3)

where S(K) is the set of eigenvalues of K = PAPT.
From this, it may be shown that

—2n

1Prill a1/l Pralla- < 2eVEona0o (4.4)

with Condz(K) the condition number measured in the spectral norm.

Now if the AMG iteration matrix M is symmetric, choosing P = M~ in
the PCG algorithm gives us CG acceleration of AMG methods.

In the case of deterioration of AMG convergence, quite often only a few
eigenmodes are slow to converge. That is, certain error components may remain
large since they can not be reduced by smoothing procedures combined with
coarse grid approximations. This means that S(K’) will be highly clustered
around just a few values. So that «»(\) will be small on S(K) for n ~ ng with
ng the number of clusters, indicating that n iterations will suffice.

This is the reason for the satisfactory acceleration of AMG methods by
conjugate gradient.

5. Numerical Experiments

In this section, we point out that if the AMG algorithm is well designed and
fits the problem it will converge very fast, making conjugate gradient acceler-
ation superflous or even wasteful.

The AMG algorithm we have proposed and used in the paper is shown
efficient and robust for many types of problems including Poisson equation,
Toeplitz matrix in signal processing problems, queuing network problems (sin-
gular problems), and elasticity problems.

However, the above AMG does not converge fast when it is applied to the
very difficult biharmonic equation and the thorny problem whose error between
any two horizontal gridlines is strongly related.

Here we do not try to remedy this by improving the algorithm, but employ
CG acceleration to make some comparisons with the performance of AMG as
a solver and a preconditioner.

Particular attentions are focused on V-cycle convergence factors, CPU-time
consumed and memory required.

The following notations are used for the results reported in all tables:
p. asymptotic convergence factor,

tp: computing time for the setup phase,

ts: computing time for the solution phase,
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N: number of iterations for convergence defined by ||~ |/||7°| < 1076,
where ¥ is the residual vector at the Nth iteration,

EQ: total number of matrix equations, c!: ratio of the space occupied by all
operators to the space at the finest grid,

o**: ratio of the total number of points on all grids to that on the finest grid,

Method I: The AMG Method,

Method I1: the AMG acceleration by iterant recombination.

In all computations, the initial iteration «° is taken to be random numbers
uniformly distributed in [0,1], and the Gauss-Seidel relaxation is used as the
smoothing operator and 6§ = 0.25.

Only one smoothing step is applied before and after coarse-grid correction
steps, and smoothing is in C-F order, that is, first the C-variables are relaxed by
plain Gauss-Seidel and then the F-variables.

Problem 1 Biharmonic problem on a unit square.

Let
A%y =0,in Q,
u = 0, on 012,
du _
g = 0,0n 09,

with the following 13-point finite difference stencil

1
2 -8 2
1 -8 20 -8 1
2 -8 2
1

The resulting matrix equation is symmetric and not diagonally dominant.
Furthermore, the matrix is very ill-conditioned with a condition number of
O(h~%). Therefore, this problem provides a good test case of the robustness
and efficiency for various algorithms.

Table 1 compares the performance of AMG and its acceleration of CG tech-
nique.

Table 1 Computation results for Biharmonic problem
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method EQ ) N &, ts o oY
| 16 x16 0454 18 005 0.11 202 1.62
32x32 0788 58 011 077 213 165

48 x48 0820 70 025 140 218 1.66

64x64 0814 67 049 292 220 166

I 16 x 16 0.242 10 0.05 0.11 202 162
32x32 0499 20 0.05 050 213 165

48 x48 0598 27 021 110 218 1.66

64 x64 0656 33 044 197 220 166

Problem 2 We consider a 5-point difference stenci

. 1
L’,f:ﬁ —1 zll -1,

h

whose corresponding matrix has the very special property that algebraically
smooth error is geometrically smooth only in x-direction but strong oscillatory
in y-direction.

The AMG algorithm in [9] and Gauss-Seidel-type MG algorithms in [13]
can not solve the problem efficiently, while CG acceleration gives satisfactory
results in Table 2.

Table 2 Computation results for L*

method EQ P) N tp ts o o
[ 16x16 0543 23 005 005 212 167
32x32 0797 61 006 027 216 170

48 x 48 0.893 122 011 170 218 170

64x 64 0917 159 047 351 220 172

I 16x16 0204 9 006 005 212 167
32x32 0442 17 005 017 216 170

48x48 0574 25 006 050 218 1.70

64x 64 0.657 33 011 127 220 172

Remark. For the above difficult test problems, error reduction is signifi-
cantly less efficient for some very specific error components, which causes a
few eigenvalues of the AMG iteration matrix to be considerably closer to 1 than
all the rest. Since the largest eigenvalue determines the spectral radius, these
specific error components are then responsible for the poor AMG convergence.

From numerical results in the tables, we observe that such a situation is well
suited for CG acceleration: the eigenvectors belonging to isolated eigenvalues
can be expected to be captured by CG acceleration.
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6. Conclusions

AMG is originally designed to be used as a solver, but the above theoretical
analysis and numerical results demonstrate the efficacy of AMGCG. Here we
do not intend to answer the question whether AMG should be used as a solver
or as a preconditioner, however we point out that if we treat some more complex
problems or if when we can not identify the cause of trouble, conjugate gradient
acceleration is an easy and very efficient way out.
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BASIC STRUCTURES OF SUPERCONVERGENCE
IN FINITE ELEMENT ANALYSIS
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Abstract Superconvergence for second order elliptic finite elements on uniform meshes
is discussed. The element orthogonality analysis method and the orthogonality
correction technique are especially emphasized. There are two basic structures
of superconvergence, i.e. Gauss-Lobatto points and symmetric points. Their
accuracy and global property are also analysed. Four main principles in using
superconvergence are proposed.

Keywords:  Finite Element, Superconvergence, Two Classes of Structures.

1. Introduction

We consider second order elliptic problems in a convex polygon €2 : find u €
HE(Q) = {v e HY(Q),v = 0o0n 90} such that A(u,v) = (f,v),v € H}(Q)
and its nth-degree finite element approximation u;, € S{} C H}(9) satisfying

Alu — up,v) =0, veSh 1)
where the bilinear form

A(u,v) = / (ai;DiuDjv + a;Dijuv + aguv)dx
Q

is H}(Q)-coercive. Denote by W™P(Q), ||u||mp.q the Sobolev space and
its corresponding norm, respectively. If p = 2 simply H™ = W™? and
llullm,o = [|u|lmz2a0. Itis well known that, under some assumptions, the
following estimates of the error e = u — uy, hold:

lu = uplls < CH™ 2 Jullnsr,0, s =0,1, )

113
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which, in general, cannot be improved. However, uy, or its gradient Dy, at some
specific points z* possibly has higher order accuracy (superconvergence):

(u —up)(x*) = O(W" ™) or D(u — up)(z*) = O(K"T*), @ > 0. (3)

With the use of the above property, we can get the numerical results with high
accuracy. In other words, to get the desired accuracy, it is enough to implement
finite element computation in coarser meshes.

In 1973, J.Douglas-T.Dupont [19,20], de Boor-B.Swartz [18] and V.Thomee
[30] analyzed superconvergence (for one-dimensional problem. Later, super-
convergence was studied in many countries with several methods. For example,
1). The tensor product method (Douglas-Dupont-Wheeler [21]); 2). The lo-
cal average method (Bramble-Schatz [3], Thomee [31]); and 3). The element
analysis method (Oganesyan-Rukhovetz [28], Zlamal-Lesaint [25,37,38], Chen
[4,5], Lin et al. [26]).

In recent years, three most promising methods are developed, namely i.e.

1). The local symmetric theory (Schatz-Sloan-Wahlbin [29]); 2). The
computer-based method (BabuSka-Strouboulis [1,2]); and 3). The element or-
thogonality analysis (an up to date treatment of element analysis method, Chen
[12,13,14,16,17]).

The purpose of this paper is to present an overview of basic structures of
the superconvergence properties for second order elliptic finite elements. In
particular, we shall introduce Element Orthogonality Analysis (EOA), which is
a unified method to study superconvergence. About the review papers, see also
[23,24].

2. The Element Orthogonality Analysis

The basic idea is to construct a superclose function u; € S to uy, by some
orthogonal expansion of « directly, which is equivalent to requiring the weak
estimate

A(up, —ur,v) = A(u — ur,v) = O(h"+s+a)]|v\|1+syl7g, s=0,1. (4)

If it holds, taking v = g, (discrete Green’s Function) or v = G}, (discrete
Gradient-type Green’s function) we have

up, —ur = O(R" ™1 h), D(up, —ur) = O(K"™Inh), € Q.  (5)

It follows from the equality D% (u—uy,) = D*(u—u;)+O(h" =5t Inh), s =
0, 1, that the roots of D°R := D*®(u — wuy) are superconvergence points of
Dse := D*(u — uy,). Therefore, the key is to construct the desired superclose
function u; € S{}. This is an important art in the finite element analysis.
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2.1 The Orthogonal Expansion in an Element

As a simple example, we first discuss one-dimensional problems. Subdivide
the interval 2 = (0, 1) by nodes

Tp=0<x1 <22 < ... <Ny =1
Denote byTj == (I‘j_l,xj),i‘j = (xj_l —l—:l,‘j)/Q,hj = (l’j—l‘j_l)/27 1<5<
N the element, its midpoint and half-step length, respectively. Assume that the
subdivision is quasiuniform. Take a transformation x = z; + h;t,t € F =
(—1,1) and denote u(t) = u(z; + h;t). Obviously, dfu(t) = kY Diu(x). We
introduce Legendre polynomials

1 2

lo=10L=1tly= 5(375 —1),...

In(t) = 'Yna?(tQ = 1", = 1/(2"n!), (6)
and M -type polynomials

My = LMI =1, My = %(tz - 1)’M3 = %(tg - t)a ey
Myi1(t) = w0~ (#2 = 1), (7)

Denote by t;, 1 < j < ntheroots of [,,(¢) (i.e. nth -order Gauss points) and

by t?, 0 < j < nthe roots of M,,(t) (i.e. nth-order Lobatto points). They will
play an important role in the studying of superconvergence later.

In a standard element 7 = (—h, h), we expand du(t) in E as an orthogonal
series

du(t) = ibjﬂlj(t)a bjs1 = (j +1/2)(9u,1;) = O(hI*1).
§=0
Integrating in ¢, it leads to an M -type polynomial series
u(t) = i bjM;(t), bo = (u(—1) +u(1))/2.
j=0
Denote its part sum and remainder by

wn(t) =Y biMj(t), R (t) =u—uy= Y bM(t). ®)

7=0 Jj=n+1

Obviously u,, = watt = +1 forn > 1. It guarantees that w,, (x) constructed in
each element forms a continuous function in the whole domain €, i.e. u,(z) €
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Sh. We consider the (n — 1)th simplest case A(u,v) = fol ugvydx. Because
the remainder Ry L P,,_; ((n — 1)th-degree polynomial), it leads to

N , N
Zj
A(up — up,v) = Z/ Riv,dr = Z hjl/
j=17%j-1 j=1

1
Rvdt =0, v € SE.
1

Thus in this case up = wu, is just the finite element solution, i.e. v — uy =
R (t). Itfollows that (n+ 1)th-order Lobatto points and nth-order Gauss points
in each element are superconvergence points of u; and D uy, respectively.
In general case with variable coefficients, similar results of superconvergence
hold. This method is also successful in multi-dimensional case, for example,
rectangular elements, linear and quadratic triangular elements. A series of
superconvergence results are obtained. To treat general equations with variable
coefficients, we proposed an element cancellation technique, which is a useful
and necessary tool to prove the weak estimates (4).

2.2 The Orthogonality Correction

However, when we simply use the orthogonal expansion in an element, it
is found that its applicable fields are still limited. To overcome this defect, in
recent years, we have suggested the Orthogonality Correction Technique, i.e.
add some lower degree terms into the remainder R, such that the new remainder

R=u—u;=u,+ R}, uZ:Zb;Mj(t), Ur = Uy — u, 9)
j=2

satisfies more orthogonal conditions in the element, where b%,2 < j < n, are
the constants to be determined. Denote by v = 3%, 3;M;(t) the test function.
Consider an element integration in 7 = (—h, h)

1

J(1) = A (R,v) = hl/ (a11 Ryve + athRv)dt
-1

=h ) B bie+ D biey) (10)
=0 j=2

j=n—+1
where the constants

1
Coj = / aph®*M;(t)dt = O(W), j > 2,
—1

1
%:/}mmlwggo+%memmﬁ:omWMJzL
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Now, we require that all coefficients b satisfy the following orthogonal condi-
tions

n o
Zb;cij +r;, = 0, Ty = Z bjCZ'j = O(h2n+2_i), 2<1<n. (11)
Jj=2 Jj=n+1
This is a linear algebraic system of equations, which is absolutely diagonally
dominant and then uniquely solvable. Thus we have the following estimates

b =07, 2<i<n. (12)
With this choice, the element integration is simplified to
J(r) = h=H(O(h*™)|6o| + O(R*™+1)[B1])

= O(R*")|ulln+1p, 01|17
With the use of this technique, we can get a superclose function u; = u, —u; €
Sk such that

A(uh - ul’v) = A(Ra U) = O(hzn)||u”n+1,p,ﬂ||v||1,p’,Qa 1<p<oo (13)

In particular, taking v = uy, — uy, p = 2 and using the imbedded theorem, we
obtain an optimal superconvergence estimate

mae | (un — ur)(@)| + s = wrllr0 < CWfulluro. (1)

If taking p = oo and v = G, (discrete gradient-type Green’s function), we
further have

mase D, (u, — u)(z)| < CH"|ullut1 0 (15)

From these inequalities, we have a new error expression in an element

n [e.e]
e=u—u,=Y» WIMj(t)+ Y biM;(t)+rp (16)
=2 j=n+1
where
o = O(W*")||ullnt10, Darn = O(h*™)[Julln+1,000-

In particular, there is an optimal superconvergence e(z ;) = O(h*")||u||nt1.0
at node ;. This result was proven by Douglas-Dupont [19,20], here, however,
is derived by EOA. Based on high degree interpolation of uj; or Duy, in two
adjacent elements, superconvergence with two order higher (ultraconvergence)
is also derived by Chen et al. [17]. It is very important that this method can
be also applied to multi-dimensional case (of course, more complicated), and
many new results can be derived. In practice, six types of elements are often
used, i.e. interval, rectangle, triangle, hexahedron, tetrahedron and triangular
prism elements. We found that they have two classes of basic structures for
superconvergence on uniform meshes.
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3. Structure 1: Gauss-Lobatto Points

In one-dimensional case with variable coefficients, the following three results
of superconvergence are known.

1.1) Atall nth-order Gauss points x’ the derivative Dy, satisfies (Chen [6])
D(u — up)(2') = O(hn+1)Hu”n+2’oo7Q, n>1. @an

If n is odd, the result holds for the averaging derivative Duy, at all inner
node x;.

1.2) Atall (n + 1)th-order Lobatto points 2% (Chen [6])

(= u)(@) = O™ ulloom n 22 (18)

1.3) Ateach node x;, u;, has optimal superconvergence (Douglas-Dupont)

(u—un)(z;) = O(h*")||ullns1,0, n > 2. (19)

Note that the result 1.3) can be proved directly by using of the one-dimensional
Green’s function. But, in multi-dimensional case, Green’s function method
fails, whereas the EQA is still valid. We make the following classification.

1 The nth-degree polynomial P, = {z'y’| 0 < 4,5 <mn,i+j <n}ina
triangle.

2 The regular serendipity family in a rectangle
Qx(n) = {z'y’| (i,4) € Inp}, 1 <A <n,
where the index set
Tnx CH{3L )0 <d,5 <nyi+j<n+ A}
3 The defective family (or intermediate family) in a rectangle

Q*(n) = P, P{a"y.2y"}, n > 3.

The superconvergence results for regular rectangular family Q1 () are proved
as follows.

The result 1.1) and 1.2) (but with factor In h) are still valid and their su-
perconvergence points for function u;, and gradient Duy, are the product of
one-dimensional case, respectively (Zlamal [37,38] and Chen [5,8]).

The result 1.3) is changed to the form
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1.3’) At each angular node (z;,y;), up, € Q2(n),n > 3,
u—up = O(R" 3 1n h), (20)

if the coefficients a1 and ago are constant and a12 = a1 = a9 = ag = 0
(Douglas-Dupont-Wheeler used the tensor product method [21]).

When a1 and a9 are variable and a1 = 0, we have to use the orthogonality
correction technique, the result (20) for odd n > 3 is proved by Chen [14]. In
the case of even n > 2, ultraconvergence (two order higher) for n-th degree
interpolation of the gradient 7,,(Duy) at some specific points (z*, y*) is also
derived by Chen [14],

Du — I,(Duy) = O(h" 2 1n h)||ul|ns2,00.0, TOr evenn > 2. (21)

4, Structure 2: Symmetric Points T3,

We consider arbitrary degree triangular elements P,, and the defective rectan-
gular elements @*(n), n > 3 on uniform mashes. The vertices, center and side
middle points on rectangular meshes, and the vertices and side middle points
on triangular meshes are called the symmetric points 73,. The following results
on interior symmetric points set 73, are proved.

2.1) The averaging gradient has
D(u—up) = O(h" ™ Inh)||ullnso.000, foroddn >1. (22

2.2) The solution has

u—up = O(h" ™ Inh)||ullni2.000, fOrevenn >2.  (23)

For n = 1 or 2 degree triangular elements, these results in whole 73, are
first proved by Chen [4,7] and Zhu [36], respectively. As the defective family
Q*(n) = Q1(n),n = 1,2, the corresponding results hold in whole 7}, see 1.1)
and 1.2).

In general case, the results for nth-degree triangular element u;, € P, are
proved by BabuSka et al [1,2], Schatz-Sloan-Wahlbin [29] and Chen [13,16].
The results for defective family u, € Q*(n) = P, @{z"y,xy"}, n > 3, are
studied by Zhang [34,35] and Chen [14] (for general case).

However, these results for n > 3, in general, hold only inside the domain.
Besides these symmetric points, there are no longer other superconvergence
points (Chen [13,16]). When second or third boundary value conditions are
prescribed and n > 3 is odd, the result 2.2) may hold up to the boundary 952,
but which has not been proved till now. Note that the conclusions above also
hold for the defective hexahedron and tetrahedron elements. Superconvergence
points for triangular prism elements are the product of one-dimensional and
triangular structures above.
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5. Four Main Principles

We conclude by pointing out that based on EOA, a unified theory of super-
convergence is established in this work. Most of the results are summarized
into four main principles as follows.

1 Two basic structures of superconvergence on uniform meshes;

2 The domain with curved boundary can be subdivided by piecewise al-
most uniform meshes and the global superconvergence for lower degree
elements is obtained;

3 The singular solution can be approximated by the finite elements on A-
graded meshes;

4 The three principles above hold for linear elliptic, parabolic and hyper-
bolic equations, system of equations and nonlinear problems, general
domain and singular solution and so on.

Therefore, many problems can be solved by the above four principles. For
details, see the author’s recent book [14].
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Abstract In this paper, we present an a posteriori error analysis for the mixed finite element
approximation of a linear quadratic control problem. We derive a posteriori error
estimates for the coupled state and control approximations under some assump-
tions which hold in many applications. Such estimates, which are apparently not
available in the literature, can be used to construct reliable adaptive mixed finite
element methods for the control problem.

Keywords:  adaptive refinement schemes, a posteriori error estimator, mixed finite element,
linear quadratic control problem

1. Introduction

Efficient numerical methods are vital to any successful applications of op-
timal control in practical problems. Finite element approximation of optimal
control problems plays a central role in numerical methods for these problems,
see, e.9., [12, 27-29] and the references quoted therein.

In recent years, adaptive algorithms for the finite element approximation
have been extensively investigated, beginning with the pioneering work in [3-
4]. They ensure a higher density of nodes in certain area of the given domain,
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where the solution is more difficult to approximate. At the heart of any adap-
tive finite element method is an a posteriori error estimator. The decision of
whether further refinement of meshes is necessary is based on the estimate of
the discretization error. If the further refinement is to be performed then the
error estimator is used as a guide to show how the refinement might be accom-
plished most efficiently. The literature in this area is huge. Some of techniques
directly relevant to our work can be found in [1, 3-4, 6, 8, 15-19, 24, 30].

Although adaptive finite element approximation is widely used in numerical
simulations, it has not yet been fully utilized in optimal control. Initial attempts
in this aspect have only been reported recently for some design problems, see,
e.g., [2, 5]. However a posteriori error indicators of a heuristic nature are widely
used in most applications. For instance, in some existing work on adaptive finite
element approximation of optimal design, the mesh refinement is guided by a
posteriori error estimators based on a posteriori error estimates solely from the
state equation for a fixed control. Thus error information from approximation
of the control design is not utilized. Although these methods may work well
in some particular applications, they cannot be applied confidently in general.
It is unlikely that the potential power of adaptive finite element approximation
has been fully utilized due to the lack of more sophisticated a posteriori error
indicators. \ery recently, some error estimators of residual type were drived
for some constrained control problems governed by elliptic, parabolic equa-
tions, and Stokes equations, see [20-23, 25-26]. The initial numerical results
seem to be promising, see [13]. These error indicators are based on a pos-
teriori error estimation of the discretization error for the state and the control
(design). However to our best knowledge, there has been a lack of a posteriori
error indicators for the important case where the objective functional of control
problems includes flux of the state. Clearly one should consider mixed finite
element discretisation for such control problems.

In this work, we derive a posteriori error estimates for the mixed finite element
approximation of a linear quadratic control governed by the elliptic equation.
We consider the following quadratic control problem:

- — py)2dz + = — yo)2dz + = dr b (1.1
ueKrcnigl(QU){Q/Q(p Po) x+2/9(y Yo)dz + 5 QUU z o (1.1)

subject to

divp= f+Bu in , (1.2)
p=—-AVy, in Q, (1.3
y=0, on 012, 1.4)

where the bounded open set 2 C IR?, is a convex polygon or has smooth bound-
ary 092, Q is a bounded open set in IR? with Lipschitz boundary 9, and
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K is a closed convex set in L2(€);). Here, p, and yo are proper given func-
tions, f € L?(2) and B is a continuous linear operator from L2 () to L?(2).
The coefficient matrix A € L>°(Q; R?*?) is symmetric and uniformly ellpitic,
i.e., A(x) is a symmetric and positive definite 2 x 2-matrix, with eigenvalues
Aj(z) € R satisfying

0<ca<A(z), Aa(z) <Cy (1.5)

for almost all x € €.

We shall use the standard notation /"™ ()) for Sobolev spaces on 2 with a
norm || - = jaj<m 1D ¢>|\LP(Q We set WP (Q) =
{¢p € W™P(Q) : ¢lag = 0} For p = 2, we denote H™(Q) = W™2(Q),
Hy Q) = W5 (), |- [lm = || - |l =1 - [loz2. In addition C
denotes a general positive constant independent of h.

The outline of this paper is as follows. In Section 2, we shall give a brief
review on the mixed finite element method, and construct the mixed finite ele-
ment approximation for the convex optimal control problem (1.1)-(1.4). Then,
we state preliminaries and the key properties of some interpolation operators
in Section 3. In Section 4, we propose a posteriori error estimators for some
intermediate errors for the RT, the BDM and the BDFM mixed method. Our
analysis relies on a decomposition of the flux functions in the spirit of a gen-
eralized Helmholtz decomposition. Helmholtz decomposition was first used in
[8] to prove efficiency and reliability of error estimators for the elliptic prob-
lem with the same mixed finite elements. Finally, a posteriori error bounds are
derived for the control problem by applying the results in Section 3.

2. Mixed finite element approximation of the control
problem
Let
V = H(div; Q) = {v € (L*(Q))?, divo € L*(Q)}, (2.1)
endowed with the norm:
1/2
191 i divay = (10150 + lldivel[§ o) 2
and let
W = L*(Q). (2.2)
We also denote
U= L*(Qp). (2.3)

To consider the mixed finite element approximation of the quadratic optimal
control problem (1.1)-(1.4), we need a weak formula for the state equation
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(1.2)-(1.4). We recast (1.1)-(1.4) as the following weak form: find (p,y,u) €
V x W x U such that (QCP)

. 1 2 2 2
min = {llp = Polltzagye + Iy — ol +llF ] (@24)
(A7p,v) — (y,dive) =0, Y v eV, (2.5)
(divp,w) = (f + Bu,w), V weW, (2.6)

where the inner product in L2(2) or L?(£2)? is indicated by (-, -), K is a closed
convex set in U, and B is a continuous linear operator from U to L2(Q). It
is well known (see, e.g., [14]) that the quadratic control problem (QCP) (2.4)-
(2.6) has a unique solution (p, y,u), and that a triplet (p, y, w) is the solution
of (QCP) (2.4)-(2.6) if and only if there is a co-state (g, z) € V' x W such that
(p,v,q, z,u) satisfies the following optimal conditions: (QCP-OPT)

(A lp,v) — (y,dive) = 0, VoveV, (2.7
(divp,w) = (f+ Bu,w), V weW, (2.8)

(A7lq,v) — (z,dive) = —(p—pg,v), YV vEV, (2.9
(divq,w) = (y—yo,w), YV weW, (2.10)

(u+ B*z,u—w)y > 0, VaueK, (2.11)

where B* is the adjoint operator of B, and (-, -)y is the inner product of U. In
the rest of the paper, we shall simply write the product as (-, -) whenever no
confusion should be caused.

For ease of exposition we will assume that 2 and €27 are both polygons. Let
Ty, and 7, (Qy) be regular (in the sense of [9]) triangulation or rectangulation
of Q2 and s respectively. They are assumed to satisfy the angle condition that
there is a positive constant C such that for all 7" € 7;, (T € 7,(Q))

C~'hi <|T| < Ch%, C'R3, <|Ty| < ChE, (2.12)

where |T'| (|T/|) is the area of T' (Ty7) and hr (hr,,) is the diameter of 7" (17).
Let h = max hy (hy = max hyy,).

Let Vi, x W, € V x W denote the RT, BDM, or BDFM space of index
k associated with the triangulation or rectangulation 7" of Q ([7]), where
k > 0. Here, RT indicates entries for the Raviart-Thomas elements, BDM
for the Brezzi-Douglas-Marini elements, and BDFM for the Brezzi-Douglas-
Fortin-Marini elements.

Associated with 73, () is another finite dimensional subspace U}, of U:

Up:={ap €U : VT € Tp(), tnlr € Pe(T)}. (2.13)
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The mixed finite element approximation of (QCP) (2.4)-(2.6) is as follows
(QCP);,: find (ph,yh,uh) €V, x Wy, x Uy, such that

: 1 2 2 2
Lamin o ey = pollfiaoyye + llun = wollfy + sl (214)

(A_lph,vh) - (yha diV'Uh) = 07 v vp € Vha (215)
(divpp, wn) = (f + Bup,wp), ¥V wp € Wh, (2.16)

where K}, is a closed convex set in Uy. This control problem (QCP);, (2.16)-
(2.18) again has a unique solution (py,, yn, up), and that a triplet (py,, yp, ur) €
Vi, x Wy, x Uy, is the solution of (QCP);, (2.14)-(2.16) if and only if there
is a co-state (g, zn) € Vi, x Wy such that (py,, yn, gy, zn, up) satisfies the
following optimal conditions: (QCP-OPT),,

(A_lphvvh) (yh,le’l)h) = Ov N vy € Vh’ (217)
(dlvphawh) = (f + Buhvwh)7 N wp, € Wh: (218)
(Aflqh,vh) (zp,divoy) = —(pp, — PosVn),Y vy € Vi, (2.19)
(leqh,’UJh) = (yh - yovwh)a v Wp, € Wha (220)
(uh + B* zh,uh — uh) > 0, v up, € Kh, (221)
where B* is the adjoint operator of B.
3. Preliminaries and some interpolation operators

Since the domain €2 has a smooth boundary or is convex with a polygonal
boundary, the Poincare’s inequality holds

YV ¢ e HY(Q), (3.1)

where

5= /Qd)/ﬂl-

Let | J 7, denote the set of triangular or rectangle elements (open) in 7. We
define

WP (U %) = {pc IP(Q): ¥ T eTp, ¢lrcWm™P(T)}

and consider local versions of these differential operators (understood in the
distributional sense), namely, divy,, curl,: H'(\J7,)? — L2(Q) and Vj,
Curly: H' (J75,) — L?(22)? defined such that, e.g.,

divpo|r :=div(v|r) (T € Tp).
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Since, we assumed that A € L>°(Q; R2X2) is uniformly elliptic on €2. Then,

sym
by the Lax-Milgram lemma, the operator
—div(AV:) : HYQ) — H Q)

is invertible and the norm of the inverse is bounded. (32)

Moreover, since Q € IR? is convex polygon or has a smooth boundary, the
condition A € C'10(2) implies that
—div(AV:) : H}(Q)U H*(Q) — L*(Q) is invertible (3.3)
and there exists a constant C' > 0 such that
oll2,y7, < Clldiv(AVe)lo0, (3.4)

for all ¢ € HZ(Q) such that div(AVe) € L?(9Q).

Let &, denote the set of element sides in 7;,. The local mesh size h is defined
on both Q and (J &, by h|p := hp for T € 7, and hg := hg for E € &,
respectively.

For all E € &, we fix one direction of a unit normal on E pointing outside
of 2 in case that E C 9. We define an operator J: H'({J73) — L*(U &),
for € H'(JT) by

J(O)E == (¢, )|E — (o7 )|E if E= ﬁﬂf, (3.5)

E €&, Ty, T- € T, and vg points from T, into its neighbor element T"_;
while

J(@)e = (¢r)lp if E=T()0Q (E€é&; TeT). (36

It is clear that J(¢)| g represents the jump of the function ¢ across the edge E.

We define S°(7,) C L?(£) as the piecewise constant space, and S*(7;,) C
HY(Q) or S§(7,) c HL() as continuous and piecewise linear functions;
piecewise is understood with respect to 7;,. We consider the Clement’s inter-
polation operator I;,: H'(2) — S*(7},) which satisfies

o — Indllor < Cllhd|l1wr ¥ ¢ € Hy(), 3.7)

16 = Ingllo,p < ClIh?dlliws ¥V & € Hy(R), (3.8)
foreach T € 7;, and E € &, with which we associate neighborhoods

wT::U{TIE’Z}L: Tﬂ?#@} and wE::U{TG’Z}L: ECT}.

Moreover, the maximal number of elements in w is h-independently bounded
by the angle condition.
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Now, we define the standard L?(£2)-orthogonal projection Py,: W — W,
which satisfies [7]: forany ¢ € W

/(gb — Ppd)wpdrdy =0 Y wp, € Wy, T € Tp. (3.9
T

Since S°(7;,) € W, ¢ H*(UT5), we have the approximate property

1h71 (6 = Pad)llo < ClIVagllon (6€ H'(JTh).  (3.10)

Next, let us define the projection operator II;, : V' — V7, which satisfies:
foranyqeV

/ wh(q — th) . VEdS = 0, th c Wh, JONS gh, (311)
E

/(q - th) copdrdy =0, Yo, e Vy, T €Ty, (3.12)
T

Further, the interpolant IT;, satisfies a local error estimate:

1h7" (g = Thg)lloq < Claliys, (@ H'(JT) (V) (313)

4. A posteriori error estimates for optimal control
problems

For any @), € Uy, let (p(ap),y(ap)) € V x W be the solution of the
following equations:
(A7 p(an),v) — (y(@n),dive) =0, YV veV, (4.)
(divp(an), w) = (f + Bip,w), V weW, (4.2)
Let (p,y,u) € V. x W x U and (py,, yn,un) € Vi, x Wy, x Uy, be the
solutions of (QCP)(2.4)-(2.6) and (QCP);, (2.14)-(2.16) respectively.
Set some intermediate errors:
e1:=p(up) —p, and e;:=y(up) — yp. (4.3)
Let us first note the following error equations from (2.15)-(2.16) and (4.1)-
(4.2):
(A7 ey, vp,) — (e1,divey) =0, V v, € Vy, (4.4)
(divel,wh) =0, V wp € Wy, (4.5)
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By (3.2) and the uniqueness of the solutions for (4.1)-(4.2), we can get that
y(un) € H}(9) and

p(up) = —AVy(uy) and divp(up) = f + Buy in Q. (4.6)
We first establish some intermediate a posteriori error estimates:

Lemma 4.1. For the RT, the BDM, or the BDFM elements there is a positive
constant C', which only depends on A, €2, and on the shape of the elements and
their polynomial degree &, such that

lp(un) — Prlla@ivie) + [[y(un) — ynllr2@) < Cm, (4.7)
where
1/2
= D> | (4.8)
TeT),
and for any element T" € 7,
nir = |f+ Bup — lePhHOT + hi - |Jeurl(A~ 1ph)”0T
+h2 mlnwhEWh HA Dy — VhwhHO T (49)
1 2
R 2T (A7 g - DI o

Moreover, the reverse inequality of (4.7) holds as well provided that
oneachT € T;,, A 'p,|lr € P, and Vyu|r € P (4.10)

Lemma 4.2. For the RT, the BDM, or the BDFM elements there is a positive
constant C', which only depends on A, €2, and on the shape of the elements and
their polynomial degrees k and [, such that

Cm < |Ip(un) — PullH(divio) + 11Y(un) — yullL2 (@) (4.11)

Let(p,y,q, z,u) € (VxW)2xUand (p,, Yn, @, 2, un) € (Vi xWp)%x
Uy, be the solutions of (QCP-OPT) (2.7)-(2.11) and (QCP-OPT);, (2.17)-(2.21)
respectively.

For any u;, € Uy, let (q(up), z(un)) € V x W be the solution of the
following equations:

(A p(up),v) — (y(up),dive) = 0, (4.12)
(divp(un),w) = (f+ Bup, ) (4.13)
(A7 q(up), v) = (2(un),dive) = —(p(up) = pp),v),  (4.14)
(divg(up),w) = (y(un) — yo,w )7 (4.15)

foralve Vandw e W.
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Define some further intermediate errors:

ey :=q(up) —q; and ez := z(up) — 2. (4.16)
We can also derive the following result:

Lemma 4.3. For the RT, the BDM, or the BDFM elements there is a positive
constant C' which only depends on A, €2, and on the shape of the elements and
their polynomial degree k, such that

llg(un) — qpllm@ivi) + [12(un) = znll22)
< Cna + Cl|py, — p(un)|| + Cllyn — y(un)|| < C(m + n2),

(4.17)
where 7 is defined in Lemma 4.1 and
1/2
m= > mr| (4.18)
TeT),
and for any element T" € 7},
Mr = llyn —yo— dlvthlo:r + - [leurl (A7 gy)[[G ¢

+h2 * My, eW), HA qp +Pn —Po— vhwhHOT (4.19)
1/2 5
+||h g / J(A gy, - 7')”0,8T'

In this paper, we do not assume that the discretized constraint set K, is
contained by K.

Let (pa Y,q,z, U) € (VX W)2 xU and (ph7 Yn> dps Zhs Uh) € (Vh X Wh)2 X
Uy, be the solutions of (QCP-OPT) (2.7)-(2.11) and (QCP-OPT);, (2.17)-(2.21)
respectively.

With these intermediate errors, we can decompose the errors as following

p—p, = p—pup) +p(up) —p, = €1 +el,
y—yn = y—yup)+ylun) —yn =r1+e1,
(4.20)
qa—q, = q—q(up)+q(up) —q, :=e+e,
z—zn = z—2z(up)+2z(up) —z, =ra+es.

From (2.7)-(2.8) and (4.12)-(4.13), (2.9)-(2.10) and (4.14)-(4.15), we derive the
following error equations:

(A7 tey,v) — (1, divo) 0, (4.21)
(diver,w) = (B(u—up),w), (4.22)
(A7 ey, v) — (rg,dive) = (p(up) — p,v), (4.23)
(d1V€2> ) = (y—y(uh),w), (424)
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forallv € V and w € W. The assumption that A € L>(€; R?*2) implies

llexllaaivi) + lIm1ll2 (@) < Cllu — unllu, (4.25)

Similarly, we have

€2l mraivio) + lI72llr2) < Cllu — upl|u- (4.26)
In the following we estimate ||u — uy,||7 and then obtain the main results:

Theorem 4.1. Let (p7 Y, 4, z, u) € (V X W)2 x U and (phv Yh,dps Zhs Uh) €
(Vi x Wy)? x Uy, be the solutions of (QCP) (2.7)-(2.11) and (QCP);, (2.17)-
(2.21) respectively. Assume that

(up + B*z) |1, € H(Ty) (s=0o0r1) forany Ty € 7,(Q)), (4.27)

and that there is a u;, € K}, such that

|(un + B* 2, itn — )] < C Y iy |[un + B2l | s () 1w — wnl 52, )-
Ty
(4.28)
Then for all @ € K we have

lu—wupllfy < C{ Sy b llun + Bzl | 55y + 2w — 2(un)l[72 (0
-|-|(uh + B*Zh,uh - ﬂ)| + |(B*(Zh - Z(uh)),uh — ﬂ)|
(B (2un) = =), un = @)+ |(un, — w0, — )|},
(4.29)
where z(uy,) is defined by (4.12)-(4.15). Moreover,

1P — Ppllr(aivie) + 1Y — Unllr2@) < Clm +m2 + [lu — upllv), (4.30)

g — apllm@ivio) + 12 = 2nll2@) < Clm +m2 + |[u —upllv),  (4.31)
where 7, is defined in Lemma 4.1 and 75 is defined in Lemma 4.3.

References

[1] M.Ainsworth, J.T.Oden, A Posteriori Error Estimation in Finite Element Analysis, John
Wiley & Sons 2000.

[2] P.Alotto, etc, Mesh adaption and optimisation techniques in magnet design, IEEE Trans-
actions on Magnetics, Vol.32, 1996.

[3] I.Babuska, W.C.Rheinboldt, Error estimates for adaptive finite element computations,
SIAM, J. Numer. Anal., Vol.5, 1978, 736-754.

[4] 1.Babuska, T.Strouboulis, The Finite Element Method and its Reliability, Oxford Univer-
sity Press, 2001.



A Posteriori error estimates for control problem 133

(5]
(6]
[7]
(8]
(9]
[10]

[11]
[12]

[13]
[14]

[15]

[16]

[17]
[18]
[19]
[20]
[21]
[22]
[23]
[24]
[25]

[26]

N.V.Banichuk, Mesh refinement for shape optimisation, Structural optimisation, Vol.9,
1995, 45-51

D.Braess, R.Verfurth, A posteriori error estimators for the Raviart-Thomas element,
Preprint 175/1994 Fakultat fur Mathematik der Ruhr-Universitat Bochum.

F.Brezzi, M.Fortin, Mixed and Hybrid Finite Element Methods, Springer-Verlag 1991.
MR 92d:65187

C.Carstensen, A posteriori error estimate for the mixed finite element method, Math.
Comp., Vol.66, No.218, 1997, 465-476.

P.G.Ciarlet, The Finite Element Method For Elliptic Problems, North-Holland, Amster-
dam 1978. MR 58:25001

P.Clement, Approximation by finite element functions using local regularization, RAIRO
Ser. Rougr Anal. Numer. R-2 77-84(1975). Mr 53:4569

P.Grisvard, Elliptic Problems in Nonsmooth Domains. Pitman 1985. MR 86m:35044
J.Haslinger, P.Neittaanmaki, Finite Element Approximation for Optimal Shape Design,
John Wiley and Sons, Chichester, 1989

R.Li, W.B.Liu, H.P.Ma, and T.Tang, Adaptive finite element approximation for elliptic
optimal control, accepted in SIAM J. Control.and.Optim., 2002

J.L.Lions, Optimal Control of Systems Governed by Partial Differential Equations,
Springer-Verlag, Berlin, 1971.

W.B.Liu, J.W.Barrett, Quasi-norm error bounds for the finite element approximation of
degenerate quasilinear elliptic variational inequalities, RAIRO Numer. Anal. \Vol.28, 1994,
725-744.

W.B.Liu, J.W.Barrett, Quasi-norm error bounds for the finite element approximation of
degenerate quasilinear parabolic variational inequalities, Numerical Functional Analysis
and Optimisation, Vol.16, 1995, 1309-1321.

W.B.Liu, J.Rubio, Optimal conditions for elliptic variational inequalities of the second
kind, IAM J. Control, Vol.8, 1991, 211-230.

W.B.Liu, J.Rubio, Optimal conditions for strongly monotone variational inequalities, Ap-
plied Math. Optim., Vol.27, 1993, 291-312.

W.B.Liu, D.Tiba, Error estimates for the finite element approximation of a class of non-
linear optimal control problems, J. Numer. Func. Optim., Vol.22, 2001, 953-972.
W.B.Liu, N.N.Yan, A posteriori error estimates for a model boundary optimal control
problem, J. Comp. Appl. Math., Vol.120, 2000, 159-173.

W.B.Liu, N.N.Yan, A posteriori error analysis for convex boundary control problems,
SIAM J. Numer. Anal., Vol.39, 2000, 73-99.

W.B.Liu, N.N.Yan, A posteriori error analysis for convex distributed optimal control
problems, Advan.Comp.Math., Vol.15, 2001, 285-309.

W.B.Liu, N.N.Yan, A posteriori error estimates for a nonlinear control problems, in EU-
NMA’99 proceedings, Science Press, 2000.

W.B.Liu, N.N.Yan, A posteriori error estimators for a class of variational inequalities,
JSC, Vol.35, 2000, 361-393.

W.B.Liu, N.N.Yan, A posteriori error estimates for parabolic optimal control problems,
accepted in Numer. Math., 2002

W.B.Liu, N.N.Yan, A posteriori error estimates for control problems governed by Stokes
equations, submitted.



134

[27]

(28]
[29]

[30]

RECENT PROGRESS IN COMPUTATIONAL AND APPLIED PDES

P.Neittaanmaki, D.Tiba, Optimal Control of Nonlinear Parabolic Systems: Theory, algo-
rithms and applications, M.Dekker, New York, 1994.

O.Pironneau, Optimal Shape Design for Elliptic Systems, Springer-Verlag, Berlin, 1984.

D.Tiba, Lectures on The Optimal Control of Elliptic Equations, University of Jyvaskyla
Press, Finland, 1995.

R.Verfurth, A Review of A Posteriori Error Estimation and Adaptive Mesh-refinment
Techniques, Wiley-Teubner 1996.



SUPERCONVERGENCE OF LEAST-SQUARES
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Abstract A least-squares mixed finite element method over quadrilaterals is formulated
and applied for a class of second order elliptic problems. A superconvergence
result is established for approximate solutions. The superconvergence indicates
an accuracy of O(h"2) for the least-squares mixed finite element approximation
if Raviart-Thomas elements of order r are employed with optimal error estimate
of O(h™t1).

Keywords:  superconvergence; elliptic problem; interpolation projection; least-squares mixed
finite element; quadrilateral

1. Introduction

Itis proved that least-squares mixed finite element methods lead to symmetric
algebraic systems and are not subject to the Ladyzhenskaya Babuska Brezzi
(LBB) consistency requirement. The objective of this article is to investigate
superconvergence phenomena for second-order elliptic problems by using this
method.

We consider the following second-order elliptic boundary-value problem

—div(Agradu) = f in Q
u = 0 onTIp (1.1)
(—Agradu)-m = 0 on Ty
where 2 C R? is an open bounded domain with Lipschitz boundary I" such that
I' =TpuUTly, A isasymmetric, positive definite matrix of coefficients and n

*Supported by National Science Foundation of China, the Ministry of Education and the Special Funds for
Major State Basic Research Projects.
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is the unit outward vector normal to I". Introducing the flux o = — Agradu, we
get the first order system

o+ Agradu = 0 in Q
dive — f = 0 in Q
u = 0 onTIp (1.2)
o-n = 0 onTy

Our attention is focused on finite element partitions of 2 into convex quadri-
laterals. The quadrilateral elements were constructed by using local mapping
techniques for any stable rectangular space such as the Raviart-Thomas [13]
or Brezzi-Douglas-Fortin-Marini [2] spaces. We shall investigate supercon-
vergence result by using the L2-projection and some mixed finite element
projections and the integral identities technique developed by Q.Lin and his
collaborates [11-12].

There have been many superconvergence results [1, 3, 10-12, 14-16] for the
finite element methods and, related to the mixed finite element for elliptic prob-
lems [8-9]. Besides, Chen investigated in [5] superconvergence phenomema for
second-order elliptic problems with diagonal coefficient matrix by least-squares
mixed based rectangulation. This article shows that similar superconvergence
holds true when quadrilateral elements are employed in the least-squares mixed
finite elment method.

We shall formulate in section 2 the problem and prove the existence and
uniqueness of the least-squares mixed weak form. In Section 3, we shall estab-
lish the construction of the least-squares mixed elements over quadrilaterals. In
section 4, the interpolation operators are defined and some preliminary lemmas
are presented, and in section 5, the main result of this paper is stated.

2. Problem formulation

Assume that the matrix of coefficients A = (a;;(z))2x2, z € Q, issymmetric
positive definite and the coefficients a;; («) are bounded, i.e., there exist positive
constants «v; and ais such that

ar€T¢ < €T AL < ane™¢ (2.1)

for any vectors ¢ € R? and z € Q.

We shall use the standard notation for Sobolev spaces H(2) with norm
|| - [|m. and seminorms | - |; 0, 0 < i < m; as usual, L?(Q) = H°(). Let
(H™(£2))? be the corresponding product space and

H(div;Q) = {r € (L*(Q))%, divr € L*(Q)}

V={ve Hl(Q) :v=0o0n I'p}, (2.2)
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with norm
)1/2.

10ll1,0 = ([vl[§ o + [lgradv][3 o
By the Poincaré-Friedrichs inequality, there exists a constant C'r such that

1[5 < CFllgradvl[5. (2.3)

Let 7 = (71, 72) be a smooth vector function and v € H'(£2), and denote

divr = 9171 + 0o, gradv = (01v, O9v).
Introduce the space
W={reH(iv;Q): 7-n=0 on I'y} (2.4)
with norm
17l srediviy = (1B + divr|3 o) 2.

The least-squares minimization problem then is: find u € V, o € W such
that

J(u,0) = inf  J(v,T),
( ) veV,TeW ( )

where
J(v,7) = (divr — f,divt — f) + (T + Agradv, A~'7 + gradv).  (2.5)

Note that we have applied a weight A~! to the square of 7 + Agradv.
J(v, ) is equivalent to the follwing functional

Ji(v,T) = (divr — f,divr — f) + (T + Agradv, T + Agradv),

but it is a more balanced and better scaled form (see [3]).
The corresponding variational problem is: find u € V', o € W such that

a(u,o;v,7)=(f,divr) YveV, TeW, (2.6)
where
a(u,o;v,7) = (dive, divr) + (o + Agradu, A~ + gradv). (2.7)

Theorem 2.1. There exists a constant C' > 0 such that for all v € V,
TeW,

C (11 o + 171y iy ) < alv,T50,7). (2.8)

Proof: Expanding a(-;-), adding and subtracting a term involving 5 (> 0),
which will be specified later, and regrouping terms, yield

a(v,7;v,7) = (divr,divr) + (7 + Agradv, A~'7 + gradv)
= (divr,divr)+ (7, A~17)+2(7, gradv) + (Agradv, grado)
= (divr, divr) — 2(divr, Bv) + (820, v) — (820, v)
+2(divr, Bv)+ (1, A~t1)+2(7, gradv) + (Agradv, gradv).
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Integrating by parts in the fifth term, and settingv =0onT'p, 7-n=00n
'y, give

a(v,T;v,7) = (divr — fv,divr — pv) — (ﬁgv, v) + (T,A_IT)
+2(7, gradv) — 2(T, Bgradv) — ((1 — 3)2Agradv, gradv)
—((1 — B)%Agradv, gradv) + (Agradv, gradv)
> +(1 + (1 — B)Agradv, A= (1 + (1 — 3) Agradv))
—(B%v,v) + ((28 — 3%) Agradv, gradv)
> ((—B%C% + (28 — %)y )gradv, gradv),

(2.9)
where we have used (2.1) and (2.2). Let 8 = a1 /(ag + C%). We have
B(2a;1 — fBlay + CF)) = o1 >0
! ! Fr= o + 012; ’
Hence
a(v,T;v,7) > Cl|gradv||3 > C||v]|3. (2.10)
Obviously, from (2.7)
a(v,T;v,7) > (T + Agradv, A~ (T + Agradv)), (2.11)
a(v, T;v,7) > (divr + cv, divr + cv). (2.12)
Then, it follows from (2.31) in [12] that
Il < og'(r,A7'T)
< 2ay (T + Agradv, A~ 1 + gradv) (2.13)
+2a; ' (Agradv, gradv) '
S C(L(’l},T;’l}7T),
|divr||2 < 2[|divr + co| |2 + 2||ev][3 (2.14)

< Ca(v,T;v,7).

Combining (2.11)-(2.14), we get (2.8). O

Now we apply the Lax-Milgram lemma to establish the existence and unique-
ness of the solutions to problem (2.6).

Theorem 2.2. Letf e L2(£). Then the problem (2.6) has a unique solution
ueV,oeW.

3. The least-squares mixed finite element approach

The mixed method over quadrilaterals used in this paper is defined by using
mapping techniques to the reference element K=[-1,1]x[-1,1]. Consider any
quadrilateral K, where p; in a counterclockwise direction stands for the coor-
dinates of the corresponding vertex. There exists an affine invertible mapping
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(see [9]) Fx : K — K, such that K = Fy(K). Let G be the Jacobi matrix
(derivative) of Fi; and M=| det(G) | ! G.

On an arbitrary convex quadrilateral /&, the Raviart-Thomas space is defined
by

Vi(K) = {o=70oF;':9 € Quu(K)},

WAK) — {r=M#70Fl: 7€ Qi (R)x Quu(R)}. O

where Qm,n(f{ ) indicates the space of polynomials of degree no more than m
and nin Z and , respectively.

Let 7, be a finite element partition of €2 into quadrilaterals, where A is the
mesh parameter, generally denoting the biggest one of diameters of elements
in partitions 7. The global finite element space over 7}, is defined as follows

Vi, = {’Uh S CO(Q) : 'Uh|K S Vk(K), VK € 7p, v, =0 on FD}, (3.2)
W, = {Th S H(diV; Q) : Th‘K S W,«(K)

VK €Ty, 7,-n =0 on FN}7 (33)

where 1/}, is the pressure space and W, is that for the velocity.
These spaces possess the following approximation properties:

inf {[lv—vnllo, + hllgrad(v — va)lloo} < ChM Mjollsr0,  (34)
Vh h

inf |l — 1 < Ch™ || , 3.5
St I wlloo < 7 llr+1,0 (3-5)
inf  lldiv(T — < CprtL 3.6

St |[div(T — 71)]]o,0 < 7 1lr+2,0, (3.6)

forany v € HFL(Q)NnVand 7 € (H"H(Q))2NW.
The corresponding finite element approximation to (2.6) is: find u;, € V4,
o, € Wy, such that

a(uh,ah;vh,Th) = (f,diVTh), Vo, € Vi, Th € Wiy, (37)

From Theorem 2.2 we conclude that problem (3.7) has a unique solution

since V), C V, W, C W. Moreover, using (2.6) for the exact solution of (1.2)
we get the orthogonality property:

a(u —up, 0 —op;vp,Th) =0, Yo, € Vi, T € W (3.8)
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4. Interpolant projection operators

Let B,a € Vi(K) and & € W,(K) be the standard finite element inter-
polants of 7 and &, respectively; then for all w € V, o € W, the projections
Pyu and w0 are separately defined as follows

Pyu = Pyio F2!, (4.1)

ThO = M(%h(M_l&)) (4.2)

From approximation theory [2, 6-7, 13], these interpolation functions have
the following approximate properties:

[u— Pyullog + hllorad(u — Pyw)llog < CH*fullirg,  (43)
o — mhollon < CH+Y o |sna, (4.4)
ldiv(o — m40)lloe < Ch™lo 0. (4.5)

Lemma 4.1. Assume that the finite element partition 77, is h?-uniform (see
[9]) and 7,0 is the projection of o defined above, then there exists a constant
C such that

(0 — 7o, Th)ox < Ch2|ollrox|Thllox, YTh € Wh, K €T,
(4.6)
Proof. Let
o=M"'e,v=M'7.
Then ¢ = Mo, v = Mwv, and from (4.2)
e = M(7,5).
With Bx = M*M det(Gk) and by changing variables, we have that

(0 —mho, Th)ox = fK — 7rh0' - Trdxdy
= fK — 7Th0' ?h det(G)dﬁd@\
= [2(Bk — Bg)(o —70) - Thd2dy
+ % Bi (o — T,6) - ThdZdy,

(4.7)

where B is the average of By on the reference element K. Since the qudri-
lateral K is an h2-parallelogram, we have

| Bk — Bg |< Ch,

for some constant C'.
By Lemmas 5.2 and 5.5 in [9], there exists a constant C such that

5 =il lFalloz < €17 sz I7allog

4.8
o olhnlimalion. D

A
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Thus, substituting above into (4.7) yields the following estimates
(o —mho, Th)ox

< O o ||r12.rx|lThllo.x + CH 2 |lo |12,k |ITh
< CW 2|0 ||rio, k|| Tal]0,k -

lo,.x (4.9)

which is the desired result. [
Lemma 4.2. Assume that the finite element partition 77, is h-uniform and
o is the projection of o defined above, let k=r+1, then

(o — mpo, gradvy )o. k. < Chr+2|‘0'|‘r+27K||UhH1’K, Vo, € Vi, K €7,
(4.10)
Proof. It follows from substitution of variables that

/K (o — 70 - gradupdady — /f( (6 — 7,5) - gradd, DE-" det (@) dzdg,

(4.11)
By Lemma 3.3 in [5], withe z g = yx = 0, and hx = h = 1, we can have

(3 - %ha-:gradi]\h)o,k <C ’ o ‘7«+2,[A(| 6h ‘r+1,l? : (412)

Substituting (4.12) into (4.11) gives

[x (o — mpo) - gradvgdzdy
S‘ Fl;llhéoo,[(‘ det(G) ‘07007[(’ ff((a' — %h&) . gradﬁhdﬁc\d@\
<Ch *h | o ‘r+2,f{| Vh, |1:|—1,IA(
< Ch ' 20| ||r42,k |10 £
< Ch 2|0 ||ry2,i[Jonl]1, k-

(4.13)
where we have used the standard inverse inequality for finite element functions.
Hence, the proof of Lemma 4.2 is completed. [

Now we introduce the following space

Vi = {vn € L*(Q) : vp|x € Qr(K), VK € Ty}

It is obvious that B
dive € Vp,, Vo € Wy, (4.14)

The definitions of the interpolation functions P,u and 7o lead to the
following lemma.

Lemma 4.3. Assume that the finite element partition 73, is h?-uniform, =0
and Pyu are separately defined as in (4.1) and (4.2). Then

(u— Phu,diVTh)()’K =0, V1rrbe Wy KeT,, (4.15)

(div(o — 7o), vn)o.ic = O, Vo,eVyKeT,. (4.16)



142 RECENT PROGRESS IN COMPUTATIONAL AND APPLIED PDES

5. Main superconvergence result
For any v € V, we define a projection S,v € V}, such that
(Agrad(v — Spv), gradvy ), o = 0 (5.1)

for all v;, € Vj. Then, from standard finite element theory [6], we have the
estimate

llv = Solloq + hllv = Swollie < CR* Y o|ks10. (5:2)

By the high-accuracy theory of the finite element method [4, 11-12, 15], we
also have
||Shu — Puulli.a < CA* | u[pyo- (5.3)

Theorem 5.1. Assume that the finite element partition 7;, is h2-uniform
and (uy, o) is the solution of (3.7) by using quadrilateral elements of Raviart-
Thomas of order r. If the exact solution « and o of (2.6) satisfies

ue H2(Q), o € [HT2(Q)%

If £ =r+1,then

Huh — Phu

Lo +llon = 1ol gdivigy < CHV 2 (ullrrso + lo|lr20) -
(5.4)
Proof. From the coercivity of the bilinear form in Theorem 2.1, and (3.8),

|lun — Prullf g + [lon — ”ha”?{(div;m

< C’a(uh — Phu,ah — RO, Up — Phu,oh — ﬂ'hO')
= Ca(u — Pyu,o — mpo;up — Pru, oy — mh0)

- c((div(a — mpe), div(ey, — e ))o
+ (0’ — RO, A_I(O'h — 7Th0'))07Q + (O’ — O, grad(uh — Phu))o,g
+(grad(u— Ppu), o —m0)0,0+ (Agrad(u— Phu), grad(uh—Phu))o,Q>

5
=> 1.
=1
(5.5)
Now, let us bound the terms {I;}.
It follows from (4.14) that

diV(O’h — 7Th0') S ‘7]1.
By (4.16) in Lemma 4.3, we have

I = (div(e — mpo),div(oy, — m0))oa = 0. (5.6)
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Forany K € 7y, let A be the average of A—! on the element K. Since the
coefficients are smooth and 7}, is h2-uniform

|A™Y — Ag| < Ch, oneach K € Tp,

where the constant C' is independent of the element K, and now from the
approximation property (4.4) and Lemma 4.1 we see that

L =| % |(o—mo (A = Ag)(on — o))k
KeT,
+ (0’ — WhU,ZK(O'h — 7Th0')>07[(]‘
< X [Chllff — mholloxllon — mhollox (5.7)
KeT,

+ |ZK| . ‘(0’ — RO, O — WhU)O,K’}

< Ch2|o||r12.0llon — Thelloo-

Using Lemma 4.2, we have
13 S Chr+2|\0'|]r+279Huh — PhuHLQ. (58)
Next, we know from the approximate property of P, that

Iy = —(u — Pyu,div(ey, — m0))00
< Cllu = Pyulloellon — mhe|| g div.a) (5.9)
< ChM Y Jullesr0llon — mho | divia)-

We can estimate the last term I by using (5.1)-(5.3)

Is = (Agrad(Spu — Pyu), grad(up, — Pru))on
|1 Al]o,00l[Shw = Prul1allun = Prhull10 (5.10)

<
< CRF Y |ul|kto.0|lun — Prulli0.

Therefore, for k£ = r + 1, applying (5.6)-(5.10), we obtain the theorem. [
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Abstract We report the recent progress in deriving sharp a posteriori error estimates for
linear and nonlinear parabolic problems. We show how to use special properties of
a linear dual problem in non-divergence form with vanishing diffusion and strong
advection to derive L' L* norm estimate for the continuous casting problem. This
estimate exhibits a mild explicit dependence on velocity. We next use a direct
energy estimate method to develop an efficient and reliable a posteriori error
estimator for linear parabolic equations which does not depend on any regularity
assumption on the underlying elliptic operator. A convergent adaptive algorithm
with variable time-step sizes and space meshes is proposed and studied which, at
each time step, delays the mesh coarsening until the final iteration of the adaptive
procedure, allowing only mesh and time-step size refinements before. The key
ingredient in the convergence analysis is a new coarsening strategy.

Keywords: A posteriori error estimates, parabolic, finite element

1. Introduction

A posteriori error estimates are computable quantities in terms of the discrete
solution and data that measure the actual discrete errors without the knowledge
of limit solutions. They are essential in designing algorithms for mesh and
time-step size modification which equi-distribute the computational effort and
optimize the computation. Ever since the pioneering work of Babuska and
Rheinboldt [3], the adaptive finite element methods based on a posteriori error
estimates have become a central theme in scientific and engineering computa-
tions. There are considerable efforts in the literature devoted to the development

*Partially supported by China NSF Grant 10025102 and China National Key Project “Large Scale Scientific
Computation Research” (G1999032802).
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of efficient adaptive algorithms for various linear and nonlinear parabolic par-
tial differential equations. In particular, a posteriori error estimates are derived
in Bieterman and BabusSka [1], [2] and Moore [14] for one dimensional and in
Eriksson and Johnson [12], [13], Verfirth [20] for multi-dimensional linear and
mildly nonlinear parabolic problems. Efficient adaptive procedures based on a
posteriori error estimates are also developed in Chen and Dai [4], Chen, No-
chetto and Schmidt [9], Nochetto, Schmidt and Verdi [16] for solving nonlinear
partial differential equations arising from physical and industrial processes.

The continuous casting problem is a convection-dominated nonlinearly de-
generate diffusion problem. It is discretized implicitly in time via the method
of characteristics, and in space via continuous piecewise linear finite elements.
The first objective of this paper is to show how to derive an a posteriori error
estimate for the L' L' norm of temperature which exhibits a mild explicit depen-
dence on velocity. The analysis is based on special properties of a linear dual
problem in non-divergence form with vanishing diffusion and strong advection.

The main tool in deriving a posteriori error estimates in [4], [9], [12], [13],
[16] is the analysis of linear dual problems of the corresponding error equations.
The derived a posteriori error estimates, however, depend on the H? regularity
assumption on the underlying elliptic operator. The next objective of the paper
is to remove such a rather restrictive assumption and derive an a posteriori error
estimate which bounds the full energy error of the approximate solution for
a linear parabolic problem with discontinuous coefficients. Moreover, a local
lower bound is proved for the associated local a posteriori error estimator. The
method to prove the upper bound is a direct energy estimate argument which
has been used in Chen and Nochetto [8] for elliptic obstacle problem and in
Chen, Nochetto and Schmidt [10] for the phase relaxation model, a system
of one parabolic equation coupled with one variational inequality. Based on
this error estimator, we develop a convergent adaptive algorithm with variable
time-step sizes and space meshes which, at each time step, delays the mesh
coarsening until the final iteration of the adaptive procedure, allowing only
mesh and time-step size refinements before.

2. Sharp a Posteriori Error Estimate for the Continuous
Casting Problem

2.1 The Setting

Let the ingot occupy a cylindrical domain 2 with large aspect ratio. Let
0 < L < 400 be the length of the ingot and ' ¢ R? for d = 1 or 2 be its
(polygonal) cross section. We show © = T" x (0, L) in Figure 1, and hereafter
write z = (y,2) € Qwithy e Tand 0 < z < L.
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Iy Liquid Solid |I'z

0 L z
Figure 1: The domain €2
We study the following convection-dominated nonlinearly degenerate diffu-
sion problem

ou~+v(t)0,u—A0=0 in Qr, (2.1)
0=pw) in Qr, (2.2)

0=gp on Tyx(0,7), (2.3)

0,0 +p(0 —0ext) =0 on T'yx(0,7), (2.4)
u(z,0) =up(z) in (2.5)

where Q7 = Q x (0,7),
To=Tx{0}, Ip=Tx{L}, Iy=alx(0,L),

and 0 + 6. is the absolute temperature, 6. is the melting temperature, w is the
enthalpy, v(¢) > 0 is the extraction velocity of the ingot, v is the unit outer
normal to 02, and Ot is the external temperature. The mapping 5 : R — Ris
Lipschitz continuous and monotone increasing; since 3 is not strictly increasing,
(2.1) is degenerate parabolic. The missing outflow boundary condition on I",
is unclear because the ingot moves at the casting speed and is cut shorter from
time to time. It is thus evident that any standard boundary condition could only
be an approximation. For simplicity, we impose a Dirichlet outflow condition

0=gp <0 on I'px(0,7T). (2.6)

A Robin type boundary condition on I', is also possible (see the discussion in
[9]). Itis convenient to denote by T", the Dirichlet part of 992, thatis o UT'y,.

The importance of simulating and controlling the continuous casting process
in the production of steel, copper, and other metals is recognized in industry.
The extraction velocity v(t) as well as the cooling conditions on the mold and
water spray region are known to be decisive in determining material properties
of the ingot. Avoiding excessive thermal stresses and material defects is an
essential, and rather empirical, aspect of the continuous casting process.

The system (2.1)-(2.5) is a special case of general Stefan problems with
prescribed convection Rulla [18]. An outflow Dirichlet condition together with
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an inflow Neumann condition is assumed in [18] to guarantee uniqueness of
weak solutions; our more realistic boundary data (2.3) and (2.6) violate this
restriction. Under the additional assumption that the free boundary does not
touch the inflow boundary I'g, uniqueness of weak solutions to (2.1)-(2.5) and
(2.6) is shown in Rodrigues and Yi [17].

We now introduce the fully discrete problem, which combines continuous
piecewise linear finite elements in space with characteristic finite differences in
time. In fact, we use the method of characteristics to discretize the convection.
We denote by 7,, the n-th time step and set

=m0 = elt)

for any function ¢ continuous in (t*~1,#"]. Let N be the total number of time
steps, that is t > T.

Let Vo = {v € HY(Q) : v = 0onTp} and V* the dual space of V. We
denote by M™ a uniformly regular partition of € into simplexes. The mesh
M™ is obtained by refinement/coarsening of M™~!, and thus M™ and M"~1
are compatible. Let V" indicate the usual space of C piecewise linear finite
elements over M™ and V§ = V" N V. Let {z7}X", denote the interior nodes
of M™. Let I : C(Q) — V" be the usual Lagrange interpolation operator,
namely (I"p)(z}) = ¢(a}) forall 1 < k < K™. Finally, let the discrete inner
products (-,-)” and (-, -)’% be the sum over S € M" of the element scalar
products

(o, x)s = / I"(px)dz, (@, x)s = / I"(¢x)do,
s SNE
for any piecewise uniformly continuous functions ¢, x. The discrete initial
enthalpy U° € V* is defined at nodes 29 of M® = M1 to be
U%>20) :=up(2d) Val e O\Fy, U%:l):=0 Vale .
Hence, U is easy to evaluate in practice.

Discrete Problem. Given U™~ 1,071 ¢ v*~! then M"~! and 77! are
modified as described below to get M™ and 7,, and thereafter U", 0™ € V"
computed according to the following prescription, for any ¢ € V7§,

on = Inﬂ(Un), on — ngflz) c Vg? (77171 — U*nfl(@nfl)7
1 rrn— n n n n n n
7__<Un - 1" 17 SO> + <V(“) 7v80> + <<p (@ - 0ext)7 §0>>FN = 07

—n—1 _ -1
where z"* =z — v 1,e,.
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In view of the constitutive relation ©" = I"3(U™) being enforced only at
the nodes, and the use of mass lumping, the discrete problem yields a monotone
operator in RX" which is easy to implement and solve by nonlinear SOR [16],
for example.

2.2 A Posteriori Error Analysis

The a posteriori error analysis depends on the parabolic duality argument
which we now discuss. We consider a linear backward parabolic problem in
non-divergence form, which can be viewed as the adjoint formal derivative of
(2.1). Forany U € BV (0,T; L?(f2)), we define

Bu) —BWU) .
b(x,t) = { v Terl 2.7)

051 otherwise.

We assume that G(s) = 0 for s € [0,\] and 0 < 1 < ('(s) < (2 for a.e.
s € R\[0,\]; A > 0is the latent heat. Thus 0 < b(z,t) < fa, for ae.
(z,t) € Qr. Letbs € C*(Qr) be a regularization of b satisfying

bs >30>0, 0<bs—b<d ae inQr, (2.8)

where 0 < ¢ < 1isa parameter to be chosen later. For arbitrary ¢, € (0,7 and
X € L>=(Qr), let ¢ be the solution of the following linear backward parabolic
problem

O + v()B + bsAp = —bY2x in Q x (0,t,), (2.9)
=0 on Tpx(0,ts), (2.10)

Y +pp=0 on Tyx(0t), (211)

Yla,t,)=0 in Q. (2.12)

We set Q, = Q x (0,t,). Existence of a unique solution v € W."'(Q.) for
any g > 2 of (2.9)-(2.12) follows from the theory of nonlinear strictly parabolic
problems. Note that we impose a Dirichlet outflow boundary condition on I'g,
which yields a boundary layer for .

The key point in deriving sharp a posteriori error estimate now is to derive
sharp stability estimates for this dual problem. We start with a simple, but
essential, non-degeneracy property first proved in [7, Lemma 3.2].

Lemma 2.1. Let&, p € R satisfy |3(£)| > p > 0. Then we have

€=l < (5 +2)186) - Bl YneR
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Now we introduce the uniquess condition: 3 &g, pg > 0 such that 8 > pg
a.e. inT' x [0, o] x [0, T]. Under this condition we know from Lemma 2.1 that
there exists » > 0 depending on = pq such that

b(z,t) >r inT x ([0,e0] U[L — &1, L]) x [0,T].

We set A = || x || (q,) and assume 0 < vV < v(t) < V fort € [0,7]
and [v/(t)] <wviVae. t €[0,T], withwvg,v; > 0constants. Wealso letV > 1.

Lemma 2.2. The following a priori bound is valid for all z € Qand 0 < t <
t. <T
1/2

L
¥(@.0) < 2 X e

Proof. We consider the barrier function A(z) = ( QI/QA/vOV)(L — z) for
0<z<L. <&

Lemma 2.3. There exists C' > 0 independent of V' and ¢, such that for all
0<t, <T

10| < Cllx |lLe(@.) onTo x (0,t).
Proof. We consider the barrier function
1/2
— = Vz/r\ ﬂ2 A < o<
o(z) k(l e ) (—UQV )z, 0 <z < gy,

with k = 21/2A(L +0)/voV (1 — e Veo/ry, ¢
Based on above two estimates, we can prove the following stability estimates
required in our a posteriori error analysis.

Lemma 2.4. There exists C' > 0 independent of V' and ¢, such that for all
0<t, T

t
2 2 2
ozax ([ Vo, 1) [z q) +/o /szsmw drdt < CVite|| X (|70 (0.

[
(1000 + v(£)0.02 + 6| D] ) dadt < OV X 3.
o Jo :

With these stability estimates, we can derive the following a posteriori error
estimate which depends mildly on the casting velocity V.

Theorem 2.1. There exists a constant C' > 0 independent of V" and ¢ such
that the following a posteriori error estimate holds for all t™ < [0, T,

o 10 4
[ 1600 =50 e < (s 3o+ (8036 ),
=5 i=1
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where

m /
A, = (ZTn(l +AQ| + || e ||2L2(Q))>1 2

n=1
and the error indicators &; depending only the discrete solutions U, ©™ and
the known data.

The detailed proof of this theorem as well as extensive numerical experiments
can be found in [9].

3. Reliable and Efficient a Posteriori Error Estimate for a
Linear Parabolic Problem

Let © be a polyhedron domain in R%(d = 1,2,3),I' = 9Q and T > 0, In
this section we consider the following linear parabolic equation:

ou .
E — (a(;z;)Vu) =f InQx (O,T),

u=0 onl'x(0,7), wu(z,0)=u(z) inQ,

(3.1)

where f € L?(0,T;L%*(Q)), up € L?(2) and a(z) is a piecewise constant
function. Let 7, be the n-th time-step sizeand t” = > | 7;. Denote by M™ a
uniformly regular partition of € into simplices such that a(x) is a constant on
each element K € M™. We use refinement/coarsening procedures based on
the bisection algorithm, which lead to compatible consecutive meshes whose
minimum angles are bounded uniformly away from zero. Let V™ indicate the
usual space of conforming linear finite elements over M™ and V> = V" N

HZ (). In this section, we consider the following simple fully discrete finite

element scheme for solving (3.1): Forn = 1,2,---, find U;® € V{* such that
ur —urt .
(P h o) 4 (oYU V) = () Wee W, (32)

where (-, -) stands for the inner product on L2?(2), and

_ 1 [t
ff=— f(z,t) dt.

Tn tn—1
Let U™ € H{(Q) be the solution of the following semi-discrete problem

<U” — Ut

Tn

[0) + (VU™ V) = ([ ¢) Ve € HY(Q).  (33)

We observe that by modifying the time-step size 7,,, we are essentially con-
trolling the error between «" = u(z,t™) and U™, not between v" and U;}".
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Moreover, let U™ € HZ () be the solution of the following auxiliary problem

<Uf -upt

Tn

)+ (VUL V) = (' 0) Ve € HY(Q),  (34)

then we also observe that for fixed time-step size 7,,, by adapting the mesh M™
we are essentially controlling the error between U;' and U}, not between U}’
and U™ (or the real solution «). These two observations play animportant role in
the subsequent analysis to prove the local lower bound for the space a posteriori
error estimator and in the development of a convergent refinement/coarsening
strategy.

We define the interior residual

B Un — Un—l
R" .— " _ h h
f e
along with the jump residual across e € B"
JI = [aVU]]e - ve = (aVU} |k, — aVU}|K,) - Ve, €= 0K NOKy,

using the convention that the unit normal vector v, to e points from K5 to K;.
We observe that integration by parts implies

@VUp, Vo) = — 3 / Theds Ve € HY(Q).
ecBn V€

Theorem 3.1 (Chen and Jia [6]). For any integer 1 < m < N, there exists
a constant C' > 0 depending only on the minimum angle of meshes M" n =
1,2,--- ,m, and the coefficient a(x) such that the following a posteriori error
estimate holds

1 =
S = U sy + 3 [ u— Rl
n=1

m m
< ” up — Uf(L) ”%2(9) + Z Tnn?ime +C Z Tnngpace
n=1 n=1

m tn ;
+ 2(2:1/tn1 Hf_fn”LQ(Q)dt>27

where the time error estimator n(} . and space error estimator ng,,, .. are given
by

1 _
nﬁme = gm UiTLL - U}? 1|||?2’ ngpace = Z ng
ecBn”
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with the local error estimator 7 defined as

n 1 § : n n
Ne = 5 h%(” R ”%2(1() + he” Je H%Q(e)’
KeQ,

Here . is the collection of two elements sharing the common side e € B™.

Let P* : L?(Q2) — V{* be the L? projection operator. We remark that
the coarsening errors involving U,?*l — P"U[fl which appeared in previous
studies [9], [12], [16] are not present in our a posteriori error estimates. They
are hidden in the space error term || h, R" H%Z(Q) and time error term ||U;' —

U113, Here h,, is the piecewise constant function which equals to 7 on
each K € M".

Now we consider the following local lower bound of the space error estimator
which ensures over-refinement will not occur for the refinement strategy based
on our space error estimator. For any K € M™ and ¢ € L%(Q), we define

1
Pxop=— / dx, the average of ¢ over K.
K| Jx

Theorem 3.2 (Chen and Jia [6]). Suppose that there exists a constant C' > 0
such that h% < Cr, for any K € M™. Then there exist constants Cs, C3 > 0
depending only on ', the minimum angle of AM™ and the coefficient a(x) such
that for any e € B", the following estimate holds

n 1 n n n n
< G Y (U = UR g + U2 - UR )
KeQ, n
+ Cs Z h%{”Rn—PKRnH%%Ky
KeQe

Based on the local error indicators, the usual adaptive algorithm solving the
parabolic problem (3.1) at the n-th time step reads as follows

Solve — Estimate — Refine/Coarsen.

Here the refinement/coarsening procedure includes both the mesh and time-step
size modifications. There are several possibilities proposed in the literature on
the strategies of the adaptive control of meshes and time-step sizes. We refer
to Schmidt and Siebert [19] for a nice review on various adaptive algorithms
and their implementation details. In this paper, at each time step n, we propose
the following algorithm to modify the time-step size 7,, and mesh M™ starting
from the initial time-step size 7,, o = 7,,—1 and initial mesh MO = Ml

1 Refine the time-step size 7,9 and the mesh M™Y so that for the
solution Uy* € Vg of (3.2) on the final mesh M™ with final time-step
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size 7, the associated space and time error estimators are less
than the prescribed tolerances respectively;

2 Coarsenthe mesh M™ so that for the solution U7, on the coarsened
mesh M7, the associated coarsening error estimator less than
some prescribed tolerance;

3 Enlarge the initial time-step size 7,41, for next time step if the
current time error estimator is much less than the tolerance.

In [6] we extend the convergence analysis of adaptive finite element methods
developed for linear elliptic problems in Dorfler [11] and Morin, Nochetto and
Siebert [15] to prove the iteration in Step 1 of above algorithm terminates in
finite number of steps. The main difficulty now is the treatment of the so-called
data oscillation of the residual f* — (U — U;"~")/, which changes at each
refinement procedure.

The choice of the coarsening error estimator and coarsening strategy in Step
2 is a subtle issue. The error incurred due to the over-coarsening can only
be reduced by re-refining the coarsened mesh. Thus over-coarsening leads
to unnecessary solution of discrete problems, that is usually expensive and
undesirable. Our coarsening error indicator is based on a direct control of
the error between the coarsened discrete solution and the limit solution U} of
(3.4). More precisely, let M, be a coarsening of M™, and Uj;, U} be the
corresponding solutions of (3.2) with fixed time-step size 7,,. Since VO”’H -
V", we deduce by Galerkin orthogonality

1
— U = UR 120y + U2 — Ullg
n
< iUn_UnQ U’n_U’n2
= - I UL n T2 + UL nlla
n
1
+ N UR = TRUR 20y + IUR = TUR IS
n

where [[¢llo = (aVp, Vi)!/2 is the energy norm of ¢ € H(Q), and I} :
C () — V™H is the usual linear finite element interpolant over M7, Our
coarsening error indicator is then is given by

1
ngoarse = 7__H U;LL - I?IU;LL H%?(Q) + ”’UZLL - IIT-LIU;LL”’?N
n

which does not depend on the coarsened solution Uj;. It is shown in [6] that
this direct error control leads to only one coarsening step. The implementation
issue of the coarsening startegy is discussed in detail in [6].
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Abstract The theoretical analysis of many recent experimental work on a single component
Bose-Einstein condensate has been based on the mean-field Gross-Pitaevskii
equations. We discuss a few algorithms for solving the Gross-Pitaevskii equations
and we use them to compute the quantized vortices in Bose-Einstein condensate.

Keywords:  vortices, Bose-Einstein condensate, Gross-Pitaevskii equation, numerical schemes,
finite element, finite difference, operator-splitting, symplectic and multi-symplectic
integration

1. Introduction

Bose-Einstein condensation was first predicted in 1924 by Bose and Ein-
stein. However, the experimental confirmation of Bose-Einstein condensation
in atomic gases was only achieved recently in 1995. It was considered as such
an important development that the centennial Nobel Prize for Physics has been
awarded to the researchers who created this so-called fifth state of matter in
the laboratory, Eric Cornell, Wolfgang Ketterle, and Carl Wieman. These re-
searchers were also cited for their early fundamental studies of the properties
of the condensates.

One of the early questions asked of BECs were whether they were superflu-
ids. A particularly interesting signature of superfluids is the ability to support
quantized circulation. The existence of quantized vortices in the Bose-Einstein
condensate has been well documented, see for instance [7, 8, 12, 22, 25, 26,
34, 31, 32, 38]. The vortex cores in the Bose-Einstein condensate are about
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a thousand times larger than those in the superfluid “He so that they can be
examined more closely: “two of the most interesting things in a vortex’s life are
its birth and death. Now we can look at both”, claimed by E. Cornell. In the
last few years, there has been a great surge in the studies of quantized vortices
in the Bose-Einstein condensate both experimentally and theoretically.

Theoretical studies of vortices in the BEC experiments have often been made
in the framework of the nonlinear Gross-Pitaevskii equation, well known for
superfluids, but which provides a very good description of Bose-Einstein con-
densates: it is assumed that the N particles of the gas are condensed in the same
state for which the wave function ¢ minimizes the Gross-Pitaevskii energy.

The quantized vortices may be observed in a Bose-Einstein condensate with
either optical traps or magnetic traps. For simplicity, we focus on the case
of a condensate being placed in a rotating magnetic trap, though much of our
discussion can be applied to the case of an optical trap as well. By introducing a
rotating frame at the angular velocity © = Qe., the trapping potential becomes
time independent, and the wave function ¢ minimizes the energy

hQ
E0(0) = [ 50 V" + 5 Sedrilol

N ~
+5gsplél" — M- (i6, Vo x x), (L)

o7 =1

Here, for any complex quantities «, v and their complex conjugates @, o,
(u,v) = (uv + wv)/2. The terms in the energy correspond to the Kinetic
energy, the trapping potential energy, the interaction energy and the inertial due
to the change of frame.

In the recent works of [3, 4], a rigorous mathematical framework for the study
of the energy £sp and its two dimensional version has been established in the
Thomas Fermi limit. The asymptotic energy expansion and limiting behavior
of its minimizers are characterized. The study was based on the observation
that the Gross-Pitaevskii energy has a striking similarity with the high-kappa,
high-field limit of the Ginzburg-Landau free energy used in the modeling of
superconductors [10, 16, 19].

Another consequence of this close resemblance is the fact that we were
able to construct numerical integration codes for the Gross-Pitaevskii equations
by modifying an extensive battery of codes developed over the years for the
numerical simulation of vortex dynamics in Ginzburg-Landau models [17, 14,
18, 19].

Similar to [3], we introduce the characteristic length d = (%/mw,)'/? and
re-scale the distance by R = d//z where e = h2/(2Ngm). Define the new

under the constraint
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variable u(r) = Riy(x)wherex = Rr. Alsoletw = w,, wy = \yw, w, = A\w
with 0 < Ay, A, < 1andset Q = Q/sw. The nondimensionalized energy can
then be rewritten as:

Fo(u) :/—|Vu]2+—(:z R e Lt 9 (i, Vuxr) |

Due to the constraint that the integral of |u|? must equal to 1, it is equivalent to
minimize

1 1
= / |Vul|? + 29 - (iu, Vu x 1) + @|u\4 — 5—2a(r)|u]2 (1.2)

wherea(r) = a—(2?+X2y*+X22?) for some constant a which is chosen so that
the integral of a(r) on the ellipsoid D = {a > 0} = {22 + AZy? + \222 < o}
is equal to 1.

Corresponding to the physical experiments conducted recently, we may take
Q = (0,0,92)7. The form of the energy (1.0) is close to the Ginzburg-Landau
free energy functional for superconductors [17] in the high-kappa, high field
limit [10, 16]. Indeed, the energy in (1.2) can be rewritten as

B = [ {iv-iaP + e - P} e a9

where a.(r) = a(r) — £2Q2r%, A is a vector potential defined by

A=| —x | Q,
0

and the constant c. is given by

.= [ {5t — a2}

The vector A may be viewed as a given magnetic vector potential so that
the magnetic field plays the role of the angular velocity of the rotation since
curl A = 2Q. The trapping potential in the BEC may be linked to the in-
homogeneities modelled in the Ginzburg-Landau model to study the pinning
mechanism [19].

The unique feature of the Gross-Pitaevskii model is the addition of the con-
straint on the L? norm of «, which would eliminate the trivial state v = 0 from
consideration. This complication has been worked around in the theoretical
analysis developed by [3, 4] in the Thomas-Fermi limit, largely due to the fact

that
/ a(r)dr = 1.
D
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An interesting signature of the BEC that has attracted a lot of attentions is
the nucleation of vortices at high angular velocity. The energy minimizers and
critical velocities of vortex nucleation have been studied analytically in [3, 4]
in the Thomas-Fermi limit ¢ — 0. The main ingredient of the analysis lies
in the decoupling of the energy into three sources: a part coming from the
state without vortices, another part from contribution of individual vortices and
an additional part produced due to the rotation. In many of the experiments,
e ranges in 1073 ~ 1072, We have carried out numerical simulations that
produced detailed bifurcation diagrams which confirmed the theoretical analysis
for € in these ranges.

We now present a number of numerical algorithms that are useful in the study
of energy minimizers of the Gross-Pitaevskii energy as well as their dynamical
properties.

2. The model equations

We begin by describe the differential equations associated with the minimiz-
ers of the Gross-Pitaevskii energy as well as the time-dependent G-P equations.

2.1 The steady state equation

The minimizers of the G-P energy satisfies the equation:

—(V —iA)u+ 5i2|u]2u — az(r)u = pe(u)u inD (2.1)

where . (u) is a constant multiplier corresponding to the constraint

/|u]2:1.
D

One may impose the boundary condition » = 0 since no particle is allowed to
go outside the trap. One may also elect to apply a natural variational boundary
condition that will alter very little the behavior of the solution if the computation
domain is chosen to be slightly larger than D.

2.2 The time-dependent Gross-Pitaevskii equation

The dynamics of the BEC may be modelled by the time-dependent G-P
equation:
0 1
za—? —(V—iA)u+ 6—2|u]2u— az(;)u:O (2.2)
in D with initial condition u(r, 0) = uo(r) in D and boundary condition v = 0
or (V—iA)u-n = 0ondD. The constraint [, |u|* = 1 is automatically
preserved at all time and the energy remains constant as well.
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2.3 Evolution in the imaginary time

To numerically compute the minimizers of (1.2), we consider the time-
dependent equation in the imaginary time:

Ou
ot
in D with initial condition u(r,0) = uo(r) in D and boundary condition v =

0 on 9D. p-(u) again denotes the Lagrange multiplier. If uq satisfies the
constraint ||ug|| = 1, then we may determine y.(u) by

) = [ 1w -imyu + Gt - e ap.

In [3], discussion on the existence and uniqueness of the weak solution has
been given. The long time asymptotic behavior may also be examined using
techniques similar to that in [30].

. 1 as(r
—(V—iA)?u+ 8—2|u\2u - 2(2 )u = pe(u)u (2.3)

2.4 The Thomas-Fermi regime

In the experimental setting, ¢ often takes small value, thus, analytical studies
of solutions of the Gross-Pitaeskii equation may be made in the ¢ — 0 limit,
that is, in the so-called Thomas-Fermi regime.

As an illustration, for the two dimensional version of the energy, a renormal-
ized energy has been derived in [3] based on the asymptotic behavior as e — 0.
It was shown that the energetically favorable locations of the vortices {(z;, y;) }
of a n-vortex minimizer of the energy is determined by minimizing

Zln(]wl—m‘]\Q v ) aZx +47)

7]

where « is a given positive constant and X is the aspect ratio of two dimensional
harmonic magnetic trap.

Away from the Thomas-Fermi regime, most of the existing studies rely on
some results of numerical simulations. It is thus of great interests to discuss
various types of numerical schemes applicable to the solution of the Gross-
Pitaevskii equations.

3. Numerical schemes

There are various ways to solve the time-dependent Gross-Pitaevskii equa-
tions, see for example [8] or [22]. Here, we outline several possible numerical
schemes.

To solve the steady state equation and to integrate the time dependent equation
in imaginary time, we take the advantage of the similarity with the solution
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of the high-kappa high-field time-dependent Ginzburg-Landau equations [16],
and adapt a code developed in [16, 17, 18, 19]. For integration in real time, the
Hamiltonian structure of the G-P equation can be utilized.

3.1 Spatial discretization

For spatial discretization, there are several possibilities, including finite el-
ement approximation [17, 19], gauge invariant difference approximation [15]
and finite volume approximations [20].  For instance, for the gauge invari-
ant difference approximation, let ~ be the spatial mesh size, j, k be the grid
indices in the = — y plane, one may introduce the link variables @/, =
exp(—iAL | p h), ©jprijn = exp(—iAZ,, , h). Then, we may use the
approximation

U(j—1)kl — Ujkl
— gz TPk %

= Wj(k—1)1 — Ujkl Wj(k+1)1 — Ujkl
B Y Y S R

. = UG+1)kl — Ujkl
(V — ’LA)2 ’Lijl ~ (pj—l/Q,j (])—]

Wjk(1+1) T Ujk(—1) — 2Ujkl
h? '

Such a spatial difference scheme conveniently preserves the symmetry of the
resulting discrete operator. Based on this, one may easily get a semi-discrete in
space scheme for both the steady state and the time-dependent G-P equation.

For unstructured triangular grids, a finite volume method can be obtained as
a generalization of the above technique [20].

3.2 Solving the equation in imaginary time

For time-discretization, it is important to get asymptotically stable schemes
for large time which in general requiring the use of implicit schemes with no
limitations on the time step size.

Let {u,} be approximate solutions of {u(t,)} at discrete time {¢,,} with
time-step At,, = t, — t,_1. In [3], two time-discretization schemes have been
introduced:

A first order backward-Euler in time discretization:.  Given u,,_1, we
solve for u*:
Y~ Unt ;ijl — (V= iA)2 u — p(up—1)u”
1 1
+—2\u*]2u* - —a:u" =0 (3.1)
15 g

Then, we apply the projection u,, = u*/||u*||. Both the backward Euler step
and the projection step give only first order in time accuracy.
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A norm-preserving, energy-decreasing second order scheme.  For any u,
v, let f(u,v) = (Jul® + |v]?)(u + v) /2. Given u,,_1, we first solve for u*:
2(u* — Up—1)
Aty

1 . 1,
+ 5 f2u7 — U1, un-1) — Hacu” =0 (3.2)

—(V —iA)? v — v(u)u*

where v(u*) is given by

V(u*)/pw*’Q:/D{|(V—iA)u*|2}
+ [{E 1w v e - S

Then, u, = 2u* — up_1.

During the discrete time evolution, the energy decreases while the norm is
preserved. This discrete scheme is the second order in time and unconditionally
stable. It captures some essential features of the continuous dynamic system,
making it suitable for long time integration and for studies of meta-stabilities
of the solutions.

3.3 Solving the equation in real time

When one is interested in the dynamics of vortices in real time, the time-
dependent Gross-Pitaevskii equation needs to be solved efficiently and accu-
rately in time. We now present two general approaches: one that uses time-
splitting (operator splitting) techniques and one that preserves certain intrinsic
properties of the equation.

3.4 Time-splitting scheme

Similar to the study on many evolutionary equations that include the time
dependent Schrodinger equations, one can adopt a time or operator-splitting
scheme that has been discussed by many authors [29]:

Given u,_1, one may proceed by alternating solve the following subprob-
lems:

1. For each position r, solve the ODE:

iy = (aqs(r) — Ju})u.
2. For each (z,y), solve the linear equation in time and z :
g = 0,,u in [t t+ Ag] .
3. For each z, solve the linear equation in time and z, y :
iug = (V —iA)u, in [t,t+As].
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Here, A\;’s may be viewed as fractional time-steps. The three subproblems
may be solved alternatingly and repeatedly.
Note that an explicit solution of the ODE systems in the step 1 is given by

u(r,t+ Ar) = ulr, B exp (i (Ju(r, £) — az(r))/2) .

Steps 2 and 3 can be further discretized using an Euler or other time integration
schemes to preserve some properties of the original equation and to ensure
better stability. For instance, a Crank-Nicolson scheme for steps 2 and 3 would
preserve the L2 norm of the solution which is a property enjoyed by the time-
dependent G-P equation.

The differential operators involved in those two steps commute with each
other, akey property to allow construction of high order approximation schemes.
Due to the linearity of the problems involved in those two steps, fast solvers may
be applied. We referto [5, 28, 36] for further discussions on the operator splitting
strategies as well as applications to time-dependent Schrodinger equations.

3.5 Symplectic and multi-symplectic scheme

The time-dependent Gross-Pitaevskii equation is a Hamiltonian system which
enjoys both the symplectic and multi-symplectic properties. Thus, itis desirable
to use discrete schemes that preserve the symplectic [11] and multi-symplectic
structures [6, 11, 33].

Symplectic integrator.  : one may use a standard practice to rewrite the
time-dependent G-P equation as a Hamiltonian system. Let v = p + iq where
p, q are the real and imaginary part of , and let E(p, ¢) denote E(u) as in the
equation (1.2), then we have

%(5):J<g§gz)]5(p,q) where J:((l) 01> :
For Z, = JV zE(Z), the following second order symplectic schemes may
be applied [11]:
L + L1
2 )
and a fourth order R-K symplectic integrator is given by

T — Ty = AtJV 1 E(

K = Zp.+ %J (3VZE(K1) +(3- 2\/§)E(K2)) ,

At
Ky = Zya+ 37 ((3+2\/§)V2E(K1) +3E(K2)> ,
with

At
o~ Zn1 = 57 (V2E(K)) + V2E(Ky)) -
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Multi-symplectic integrator.  : More recently, multi-symplectic schemes
for integrating Hamiltonian systems of nonlinear PDEs have received much
attention [6, 11, 33]. The time-dependent G-P equation also possesses a multi-
symplectic structure, namely, let Z = (p,q,v,w) withv = Vp — Agq, w =
Vq+ Ap), and

4

then, the G-P equation can be rewritten as a multi-symplectic Hamiltonian
system:

S(2) = 5(V+ W) + A-va— A-wp+ 3 (afr) — o ~ [o*?)

0 0 0 0
where V2 S(Z) denotes the gradient of the function S = S(Z) with respect to

the variable Z and

J O
M= < O Ogxs > ’
0 0O 1.0 0 0 00
0 0O 000100
-1 0 0 0 1 0 0 O
Ky — 0 0O 00 0 0 O0O0
0 0O 00 0 O0O0O0 ’
0O -1 0 0 0 0 0 O
0 0O 00 0 O0O0O0
0 0O 00 0 0 O0O0
0 0 01 0 0 O00O0
0 0O 000 OT1TDO
0 0O 0 00 O0OO0OTUO
Ky — -1 0 0 0 0 0 0 O
0 0O 00 0 O0O0O0 ’
0 0O 00 0 O0O0O
0O -1 0 0 0 0 0 O
0 0O 00 0 O0O0O0
and
0 0 001 00O
0 0O 00 0 O0O01
0 0O 00 0 00O
Ky — 0 0 00 0 00O
-1 0 0 0 0 0 0 O
0 0 00 0 00O
0 0 00 0 0 0O
0O -1 0 0 0 0 0 O
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The system (3.3) has a multi-symplectic conservation law:

0
a(—dp/\dq)+V~(dp/\vardq/\dw):O,

as well as the local energy conservation law:

3
% S — % (ZK1Zy + ZK2Zy + Zngz)] +V-Z (> K| Z=0.
j=1

Giving a uniform Cartesian grid, let Z. denote the center average of the Z
on the eight vertices, Z;,, and Zy,_ be the averages of Z on the four vertices
in each face in the z-direction. Z;,+ and Z;.. follow similar convention. Let
Z"+1/2 pe the averages of Z” and Z™t! at two consecutive time steps. Then
based on the approach used in [27], the following difference scheme preserves
the multi-symplectic property in the discrete sense:

n+1/2 n+1/2 n+1/2 n+1/2
MZg+1_Zg+K1Zf‘T+ —fo_ +K22fy+ —ny_
At Ax Ay
gnHL/2 /2
+K5 fz4 X fz— :VZS(Z?+1/2) )
Y

Developing efficient iterative schemes for the solution of the above difference
approximation will be an immediate need to make the multi-symplectic integra-
tor effective for multi-dimensional PDEs. For instance, it has been suggested in
[11, 27] that if the nonlinear terms on the right hand side is completely lagged
behind, the resulting linear systems at each iteration would share the same co-
efficient matrix for all iteration and all time steps. The coefficient matrix is
sparse, but not symmetric. Direct calculation of the inverse has been used in
problems with only one spatial dimension, though in higher dimensional case,
memory requirement will constrain such a strategy. Still, an efficient fast solver
may be feasible in higher space dimensions.

One may similarly develop spectral or pseudospectral spatial discretization
in settings where a periodic boundary condition is applicable.

3.6 Some numerical examples

The recent experimental works have produced vortices ranging from a few
to a few hundred. In figure 1, a two-dimensional simulation of a minimizer of
the G-P energy was given along with an experimental picture produced by the
MIT group (http://cua.mit.edu/ketterle_group/nome.htm). Here, e = 10~2 and
we have used a symmetric trap, i.e., a trap with A, = 1, the angular velocity
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Figure 1.  Vortex solutions. Top: contour plots of |u| at @ = 155. Bottom: MIT experments

was taken to be 2 = 150. The initial condition is given to be a vortex free state
which exhibits a parabolic profile.

Other numerical solutions including those for anisotropic traps have been
reported in [3]. One of the important issues remain to be studied further is related
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to spontaneous nucleation of the vortices and the dynamic and thermodynamic
stability of the vortex solution. This can be facilitated by rigorous mathematical
analysis as well as extensive numerical simulations.

4. Conclusion

We have presented some numerical integration schemes for the solution of
the Gross-Pitaevskii equations. They are applicable to various forms of the
equations, thus allow us to numerical investigate many model equations closely
related to physical experiments that are currently underway. The numerical
simulations will be conducted in cooperation with physicists so to gain further
insight on the properties of the Bose-Einstein condensate. We expect to report
more of our findings in future publications.

One naturally looks beyond the recent exciting scientific understanding of
the Bose-Einstein to seek for technological application. We end the paper by
quoting the press release of the Royal Swedish Academy of Sciences: “It is
interesting to speculate on areas for the application of BEC. The new control
of matter which this technology involves is going to bring revolutionary ap-
plications in such fields as precision measurement and nanotechnology”. No
doubt that numerical simulation will be becoming a useful tool in the future
development.
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Abstract

Keywords:

The aim of this paper is to present an efficient optimization algorithm for solving
the meteorological data assimilation problem. In our study this inverse problem
is formulated as a constrained optimization problem. An accurate model for
the problem involves the Navier-Stokes equations and in certain cases the Euler
equations. In order to understand diverse intricate aspects of the problem we
have focused on the Euler case and formulated three model problems which
aim at tackling some of the basic difficulties faced in the real problem. We
study the effect of dissipation in finite difference schemes on the identifiability
in the problem. Basically, dissipation will result in bad estimation far from the
measurement locations due to loss of information as the waves propagate. We
demonstrate results for several cases, including the advection equation and a wave
equation. For this purpose we use different measurement types in terms of the
location of the measurements, the amount and noise level of the data.

Constrained optimization, Data assimilation, Adjoint method, Condition number,
Dissipation, Fourier analysis

1. The Data Assimilation Problem

The meteorological data assimilation problem can be defined as the problem
to represent the current state of the atmosphere as accurate as possible, based
on incomplete and noisy measurements in the past. For details we refer to

171
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the literature, e.g. [1]. We formulate this inverse problem as a constrained
optimization problem:

In ¢ measuring points x; € IR? measurements d(x, t) are given. The time-
dependent function U (x, t) is assumed to satisfy the initial value problem

Ut(X,t) = LU(X,t) (l)
Ux,0) = a(x),

where L is a differential operator. In real applications, L is the Navier-Stokes
or the Euler operator. The initial value « is not known and has to be determined
from measurements of the solution U(z, t), at different locations during some
time interval. Let the measuring point be x; € IR?,j = 1,...,q, where the
value of U is given by the measurements d(z ;, t), which are noisy in practice.
This has to be addressed by any algorithm for the problem.

The unknown « is determined by solving the following minimization prob-
lem

T 4
min [ Ul 0) — dos, )| @
a 0 <

7j=1

where U is the solution of the initial value problem (1). We may refer to « as
the design variable.

2. The Model problems

We restrict our study to issues related to the Euler equation. The main
feature as far as the optimization concerns with respect to the PDE is the wave
propagation. The Euler equations involve the propagation of waves in the
direction of the streamlines (Fig. 1) as well as pressure waves propagating in
all directions (in subsonic flow)(Fig. 2).

7
7 %

Figure 1. Figure 2.

To understand the effect of each type of wave propagation on the identifiabil-
ity of o we have defined a sequence of model problems such that each type of
wave can be analyzed independently: model problem A for wave types shown
in Fig. 1, model problem B for those of Fig. 2, and model problem C, being the
linearized shallow water equations. Problem C combines the difficulties of the
other two.
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Let = [0, 1]2, and consider the following model problems:
A Advection equation:

u + aug(x,t)r + buy(x,t) = 0
u(x,0) = a(x)

B System of wave equations:
i 1 0 U 0 1 i
()G 5 () (), -

with initial conditions u(x,0) = a1(x)
v(x,0) = aa(x),

C Linearized Shallow Water Equations see [4].

We assume periodic boundary conditions in all cases. Each of these models
focuses on an aspect of the full meteorological data assimilation problem. Inthis
paper all the analysis and numerical simulations were performed for problem
A, due to space limitation.

2.1 Data distribution

A crucial issue in the data assimilation problem is the distribution of mea-
surement data. In practice, the measurements are given only in some regions,
with noise, and maybe not for the complete time interval. This affects the abil-
ity to identify the unknown function «. We have experimented with different
spatial arrangements for the measurements data. See Fig. 3(a)- 3(e).

3. Analysis of the continuous problem
3.1 Problem A, the advection equation

The quality of the optimization result is closely related to the given measure-
ments. So, it is important to analyze the relation between the initial value of
the PDE and the given measurements. Especially, it is interesting to understand
how much data are necessary to reconstruct the initial value within a given error.

The solution of the advection equation is g(x — at), for initial condition
a(z) = g(x). Let f(t) = g(xo — at), where xq is a point where the measure-
ments are taken. From the relation of f and g it is clear that for given f we
can find g. That is, the inverse problem subject to problem A is well posed.
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@ (b)

© (d) Q)

Figure 3.  Different data distributions: 3(a) and 3(b)) localized data in parts of the domain,
3(c)- 3(e) decaying amount of data

However, since most schemes involve dissipation it is useful to modify problem
A slightly to understand the effect of dissipation. Thus we consider,

Ut + AUy =  EUgy, (3)
u(z,0) = a(x),

and study the identifiability of « as a function of . Considering the specific
optimization problem (2) subject to equation (3) leads to the study of the map-

ping,
T :a(z) — u(0,1), 4)

which contains information about the relation between the initial condition and
the given measurements, here localized at = = 0. This mapping is of impor-
tance, because it is closely related to the Hessian H of the optimization problem
through the relation H = 7*7. For more details, we refer to [2].
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3.2 Wave-Packet Analysis of T

A proper analysis of the operator 7 requires microlocal considerations. That
is, simultaneously localizing in the real space and in the frequency space. The
usual Fourier analysis is insufficient here.

We consider the initial value to be in the shape of a wave packet and look
at problem (3). This means that u(z, t) is localized in space, say around —z,
and u(k, 0) is localized around k = ko, where we have used @ to denote the
Fourier transform of «,

u(z,t) = /Oo a(k, t)e™™ dk. (5)

—00

Then we obtain

u(ac, O) = / ’fL(I{, O)Ciﬁmd/{ _ emox / ﬂ(li, O)Qi(n—no)m d/@,

— 0 —00

= eiHQCE g(l’ + :E())v

where g is centered at 0 with supp(g) C (—4,0). In addition we assume that
the measurements are taken at = = 0, hence xy measures the distance to the
measurements.

We solve (3) using the Fourier transform,
it a(in)i = —er®i = a(st) = i(s,0)e e (6)

Then, equation (5) and (6) lead to

o
u(x,t) = / a(/ﬁ,O)e_E”Qte_m“tezmdm

—00
oo
—er2t i —q ~ i(k— —
~ e SRotgiroT moat/ U(H,O)el(ﬁ ko)(xz—at) dk
—00

_ e—amgteino(x—at)g(x + 20 — at).

For = = 0, it follows that

U(O,t) ~ e—engte—moat /OO a(mo)ei(n—no)(—at) dk

—o0
~ e_s’%xo/ae_moatg(:z:g — at). (7
In analogy to the previous example, we use z¢/a = t, because g is localized at
0. The norm of «(0, t) depends on x and xo/a. We can have a O(1) signal in
a(z) = u(x,0) but from this last formula we see that for large z¢, which means
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for far away signals, the norm of «(0, ¢) is exponentially small. The result of
this analysis is that 7 : u(x,0) — (0, t) has the following properties:

frequency: kg — —akg

center :—xg9 — %

amplitude: A — 6‘5“5%014,

dilation : 25 — 2.
The consequence is, that the Hessian matrix of the related optimization problem
(3) has a very small eigenvalue, which means that (3) gets ill-posed. A

4. The Discrete Problem

We know from the previous section that the PDE behaves well for £ = 0.
But even if the continuous problem is well-posed we may get into troubles after
discretizing the equations. Therefore it is important to analyze and understand
the effect of a discretization scheme on the optimization process, because the
performance of the optimization algorithm will depend on it.

4.1 The Discretization schemes

We use the following discretization schemes for the state and costate equa-
tions of the optimization problem:

Un+l _ Un .
Lax-Friedrichs (2D) dt = LnU ®)
rTn 1 n n n n
U" = Z(Uz',jﬂ T UL+ Ui+ Uflay)
Lax-Wendroff ntl _gn dt
ax-Wendro U ur _ Lo+ Xp2gn ©)
dt 2
1
Ul = |I+4dt Ly, + §(dt Ly)? (10)

Runge-Kutta
1 1
—(dt Ly)® + = (dt Lp)*| U™
+6( n)+ 5p(dt Ln)" | U

L is the differential operator. We use a central discretization scheme in space
for the corresponding discrete differential operator Ly, see [4].

4.2 Wave-Packet Analysis of 73,

Now, we analyze what happens to the mapping 7 : «a(z) — u(0,¢) in
different numerical schemes to understand the effect of the discretization on
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the optimization process. We especially pay attention to properties like speed
of the waves, frequency of the oscillations and decay of the waves in time.
We consider the one-dimensional version of problem A. The Fourier transform
of a discrete function u(z, t) can be written as

u(x,t):u(jh,t):/ a(e,t)e“’jdezfr a(0,t)e*"dh.  (11)

—Tr —T

™

Spatial discretization is given by
u(x + h,t) — u(x — h,t)
2h

where h is the grid size in space. The symbol of this discrete operator is
Ly(0) = iasin(f)/h. We now analyze the different schemes:

(Lpu)(z,t) =us +a =0,

Lax-Friedrichs scheme.  Let k denote the step size in time. The Fourier
representation of (8) is:

a0, i+ k) = [cos&—i(as}ilne)k}&(e,t)
a(0,t) = [cos@—i(M)k}t/kﬁ(Q,O). (12)

We denote the norm of (cos 6 — M) by p(#) and its complex angle by

©(6). For simplicity, we write p(6y) and ©(6y) respectively as po and Oy. Itis

easy to see that ©'(0) = —;%(k/h). Therefore, ©(0) ~ ©¢ — g%(k/h)(@—@o).
0

This leads to the following representation,

u(:c, t) = / @(0, t)eiﬁx/hde — / &(9’ O)pt/keiG(t/k)eiGm/hde

~ ptfRe St itola/h) / a(6,0) a0 /mo-00)
. —i(aYt(9—p
u(0,t) = pf)/kelekot/ﬂ(@,())e (ﬂg)h( O)dg. (13)

We can observe from (13) that:

= The frequency in the measurements is given by ©¢/k.

" (pg/ k) measures the dissipation of the discretization scheme. We can see

already from (12) that p*/* =|| cos § — i %5265 ||t/F represents the decay
of the wave after ¢ time steps.

" p(l)/k corresponds to e~€R3 in equation (7) of section 3.1.

In analogy with the continuous case, we can observe also here from (13), that
for far away signals the related optimization problem becomes ill-posed.
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Lax-Wendroff.  As the Fourier representation of (9) is
a(0,t) = [1 + (ak/h)?(cos @ — 1) — i(ak/h) sin 6]/%4(0,6).

we define analogously to the previous discretization, p(6) and © () respectively
as the norm and the angle of (1 + (%)%(cos§ — 1) — i(%)sin ), and use py

and O to denote p(6y) and ©(6p). We find, that

COS — (8k)2 COS - a
0(6) = 0 - AL LN D 5 — gy,

With 3y = cos g — (%)2(cos fp — 1), we obtain

u(z,t) = / a(0,t)e*/"de

—T

. Boa
~ plfFei®olt/h) gido(a/m) / (0, a)ez(r—;#gw(e—eo)/h .
and
u(0,t) = pé/kei%t/Q(O,H)e_i(aﬁo/pg)%(G_GO)dG. (14)

From representation (14), we can draw the following conclusions.
= The speed of the wave is a3/ p?

= The frequency of the oscillation in measurements is ©/k.

= The decay of the wave is given by p'/¥

Also here it is clear that signals that arrive from a long distance, are damped
so much that their identification in « becomes ill-posed. As expected, the dis-
cretizations have different effects on the optimization, because of their different
properties. With respect to the dissipation, the Lax-Friedrichs scheme is worse
than the Lax-Wendroff discretization.The latter appears to be a good candidate
for the optimization. Looking at the speed of the wave, we observe that prob-
lems with high frequencies may occur using the Lax-Wendroff scheme. Low
frequencies can be handled very well.

5. The algorithm

The algorithm for solving the constrained optimization problem is based on
a Quasi-Newton method, [3, 5] . For the calculation of the gradient we use the
adjoint algorithm, and for the update of the Hessian, denoted by H, the BFGS
(Broyden, Fletcher, Goldfarb, Shanno) updating formula [5]. This leads to the
following Algorithm:
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= given initial value

= calculate the gradient

= search direction £ = —grad
m Initial Hessian H = 1

= DO

line search

« perturb initial condition « in (1)
x calculate perturbed gradient

x calculate step size ¢

x update alpha

calculate new gradient

stopping criterion

update the Hessian

update the search direction ¢ = £ — H- grad

ENDO

6. Condition number of the numerical Hessian matrix

The condition number of a Hessian matrix Hj,, defined as the quotient of the
largest and smallest eigenvalue of the matrix

COnd(Hh) = )\max/)\min

can be used for the classification of the mathematical model: If Cond(H)y, is
small, we will deal with an easy problem, if it is large the problem is difficult
and requires many optimization iterations.

If the quotient Ayqx / Amin grows further, the problem gets ill-posed. We will
perform some numerical tests, using the Lax-Wendroff discretization and cal-
culate Cond(Hy,) of the numerical Hessian matrix. We analyze Cond(H},) as
a function of the amount of measurements, and as a function of the number
of the design variables for a fixed number of given data. For problem A, we
observe that:

» for a fixed number of design variables, Cond(H},) grows for fewer and
fewer measurements and the problem gets ill-posed (Table 1),

= for a fixed grid size and a fixed amount of measurements, Cond(Hp,)
grows if we have more and more design variables. The problem also gets
ill-posed in this case (Table 2).
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Table1l. Cond(H},) forafixed number of design variables (”T‘l) onan x n grid and a decaying
amount of given data

Cond(Hp)
data distribution n=17 n=33 n=65
total domain 2 2 2
half domain 7 14 125
quarter domain 33 315 0
4 lines 33 1578 00
3 lines 93 o0 o0

Table 2. Cond(*) for measurements on three vertical lines of grid points ona n x n grid and
a growing number of design variables

Cond(Hp)
# design variables n=17 n =33 n = 65
3 12 15 20
4 13 39 22
5 16 17 23
6 23 41 22
7 44 44 64
8 - 50 30
16 - - 77

Comparing the results for Cond(H},) with the number of optimization cycles
needed to solve the optimization problem, we see that they show the same
behaviour. The problem is said to be solved, if the error in the design variable
a(x) is less than 10~5. For the cases where we could not solve the optimization
problem, we set Cond(Hy) = oo in the Tables. If Cond(Hy,) is reasonably
small, we are able to find the correct solution within an acceptable number
of optimization cycles. Table 3 shows the number of optimization iterations
needed. It can be compared to Table 1.

7. Summary of the results

On the PDE level we can solve the advection equation (problem A) exactly.
On the differential level the optimization based on the advection equation seems
to be a well-posed problem therefore. However, the discrete problem becomes
ill-posed for far away signals. Based on Fourier analysis we prefer the Lax-
Wendroff discretization in the numerical experiments presented here. We will
analyze other numerical schemes in the future. The condition number of the
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Table 3.  Number of optimization cycles on a n x n grid for ("T‘l) design variables and a
decaying amount of given data

#f optimization cycles

data distribution n=17 n=33 n=65
total domain 15 17 19
half domain 28 39 88
quarter domain 53 - -

3 lines 93 - -

numerical Hessian shows that for a fixed grid size the problem gets ill-posed for
fewer and fewer measurements and for the number of design variables increas-
ing. This fits to the numerical results. The results for only a few measurements
may be also influenced by the distance of the signal and not just by their amount.
For a very small amount of measurements (3 lines close to each other, near the
boundary), we can solve the optimization problem related to the advection equa-
tion up to n/4 design variables, where n x n is the size of the grid,

-ona 17 x 17 grid up to 7 design variables in 44 optimization cycles,

-ona33 x 33 grid up to 8 design variables in 50 cycles

-ona65 x 65 grid up to 16 design variables in 77 cycles.
With measurements at every grid point we can solve the optimization prob-
lem with respect to the advection equation for the maximum number of design
variables in 17 cycles for small, medium-sized and large grids. The condition
number of the numerical Hessian Cond(H},) = 2 in these cases. The quality
(noise) of the measurements may influence the degree of difficulty of the prob-
lem (well- or ill-posed).
All observations lead to the conclusion, that far away from given measure-
ments we do not have a good identifiability and we should use there a coarse
grid representation of the design variable «. This has not been tested.
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ANALYTIC ASPECTS OF YANG-MILLS FIELDS
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Abstract The Yang-Mills equation have played a fundamental role in our study of physics
and geometry and topology in last few decades. Its regularity theory is crucial
to our understanding and mathematical applications of its solutions. In this note,
we briefly discuss some analytic aspects and recent progress on the Yang-Mills
equation in an Euclidean space.

In the following, unless specified, we assume for simplicity that M is an open
subset in R™ with the euclidean metric. Let G be a compact subgroup in SO(r)
and g be its Lie algebra. Then g is a collection of r x r matrices closed under the
standard Lie bracket. But we should emphasis that all our discussions here are
valid for any differential manifold with a Riemannian metric and any compact
Lie group G.

Our discussions in this note are for elliptic Yang-Mill equation. Many results
here can be extended to the Yang-Mills-Higgs equation. One can also study
the theory of the Yang-Mills equation on Lorentzian manifolds. The resulting
equation is of weakly hyperbolic type and is very hard to study.

1. Yang-Mills Fields

First we recall that a connection on M with values in g is of the form

A=Adx;, A, €g (1.2)
where x4, - - - , z,, are euclidean coordinates of R™ and A; are matrices in g. Its
curvature can be computed as follows:

Fa=dA+ ANA= Fydz; \dx; 1.2)
and .
Fij = 5(81-Aj — 0jA; + [Ai, Aj)), (1.3)

where 0; denotes the i-th partial derivative and [A, B] = AB — BA is the Lie
bracket of g.

*Supported partially by NSF grants and a Simons fund
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The Yang-Mills functional is defined on the space of fields and given by
— 1 2
Y(A) = 2 /M |Fal“dVy, 1.4

where |F4|? = — > ; tr(F55Fij). The Yang-Mills equation is simply its Euler-
Lagrange equation
Y (0iFy — [Fij, A) =0, Vi, (1.5)
=1
If we denote by D 4 the differential operator dB — [B, A] and D% be its adjoint,
then (1.5) can be written simply as D% F4 = 0. On the other hand, being
the curvature of a field, A automatically satisfies the second Bianchi identity
DyFy =0, thatis

OuFij + 0iFji, + 0jFi = [Ax, Fij] + [As, Fji) + [Aj, Fril, Vi, j, k. (1.6)

We will call A a Yang-Mills field 'if it satisfies (1.5).

The gauge group G consists of all smooth maps form M into G C SO(r).
It acts on the space of fields by assigning A to 0(A) = 0 Ao~ — odo~! for
each o € G. Clearly, the Yang-Mills functional is invariant under the action of
G, so does the Yang-Mills equation. In particular, it implies that the Yang-Mills
equation is not elliptic.

The simplest Yang-Mills fields are provided by harmonic one forms: If
G = U(1), then g = ‘R and A is simply an one-form and the Yang-Mills
equation is d*dA = 0, the gauge transformation is given by o = €% — A+ida.
It follows that modulo gauge transformations, Yang-Mills U (1)-fields are in
one-to-one correspondence with harmonic one forms.

2. Anti-Self-Dual Solutions

We will briefly describe a few special Yang-Mills fields.

Let 2 be a closed differential form on A of degree n — 4. Let us introduce
Q-anti-self-dual instantons, or simply, asd fields if no possible confusion may
occur. Recall that the Hodge operator * on differential forms is defined by

*(dxg(l)/\' : -/\dxg(l)) = sign(a)dxo(l_,_l)/\~ . -/\dx(,(n), I=1,---,n, (21)

where o is any permutation of {1,--- ,n}. We say that a field A is an Q-anti-
self-dual instanton if its curvature Fy = ) Fj;dx; A dx; satisfies
x(FaNQ)=—Fjy, (2.2)

or equivalently

ZFijdxi A diL'j ANQ=— ZFij * (dl’z A dl‘j).
i3 1,7
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If A is Q-anti-self-dual and D 4 denotes its associated covariant derivative,
then DoFy = —D4(Q A F4) = 0, s0 A is a Yang-Mills field. Clearly, the
anti-self-duality is invariant under gauge transformations. So anti-self-dual
instantons provide a special class of Yang-Mills solutions. One can show that
these solutions are minima of the Yang-Mills functional among fields with
certain topological constraints.

If n = 4, we may simply take €2 = 1 and then the anti-self-dual equation
becomes

Fig = —F34, Fi3 = —Fy, F1qy = —Fy3. (2.3)
If M c R?>™and Q = w™ 2, where w is the standard symplectic form
m
Z dx; N\ dxiym.
=1

Then Q-anti-self-dual instantons are simply Hermitian-Yang-Mills connections
(cf. [Ti]), which were studied extensively in the geometry of holomorphic
vector bundles. Other examples of Q2-anti-self-dual instantons include complex
anti-self-dual instantons of Donaldson-Thomas (cf. [Ti]).

3. Coulomb Gauge
A gauge transformation is a measurable map o : M — G. This group acts
on fields by the formula
o(A):=0-A-c7! —do-o 1. (3.1)
We call A and o(A) gauge equivalent. Observe that
F(o(A)=0-F(A)-o~ L. (3.2)

Definition 3.1. A field A is said to be in a Coulomb gauge on M if it satisfies
the condition d,A = 0 on the interior of M, and A - v = 0 on the boundary
OM , where v is a unit normal of 9M.

The Yang-Mills equation is not elliptic because of gauge transformations.
However, it is elliptic modulo gauge transformations. To see it, we assume that
A =", Ajdz; isin a Coulomb gauge, then >, 0;A; = 0, and the Yang-Mills
equation reads

(02A; — 20,45 — 0; A1, Aj] — [[Ai, Aj], Ai]) =0, Vi

n
=1

Given any smooth field A, locally, there is always a Coulomb gauge o, that is

Z Di(c Ao + (8;0)0 ! = 0. (3.3
i=1
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Its local solvability is obvious. The reason for constructing Coulomb gauges
is: if A is in a Coulomb gauge, we expect A to have one more derivative
of regularity than F'(A). The question then arises: given an arbitrary field A,
under what conditions can we find a gauge equivalent Coulomb gauge A couioms
which has a one more derivative of regularity than F'(A)?

The following was proved in [Uh2].

Theorem 3.1. Let A = A;dz; be any field with A; € LP(B;(p), g) for some
p > n/2, where By (p) is a unit ball in R™. Then there exists ¢(n) > 0 and
c(n) > 0 such that if [[Fal[,/2 < €(n), where || - ||, denotes the L?-norm
in Bi(p), then there is a Coulomb gauge o satisfying (3.3) and ||o(A4)|[, <

c(n)l| Fallp-

In four dimensions this assumption is perfect for applications to equations
such as the Yang-Mills equations, however it is a bit too strong in higher dimen-
sions to study such questions as the dimension of singularities of Yang-Mills
fields. In [TT], Tao and | used the Morrey space M;L/Q, which is larger than
L"/2. Let us recall some results from [TT]:

Definition 3.2. If M isa domainand 1 < g < p, we define the Morrey spaces
MY (2) to be those locally L functions (possibly vector-valued) whose norm

flagi=  swp G
! 2o ER™;0<r<1 B(zo,r)NQ
is finite. Here and in the sequel B(x, r) denotes the open ball in 2R™ with center
2 and radius r.
We also define Morrey-Sobolev spaces Mé’k forintegers k£ > 0 by the formula

K
1Al () = ZO IV fllazz )
J:

The norm M§/2 arises very naturally in Price’s monotonicity formula for the
curvature of Yang-Mills fields (cf. Section 4). The norm M has the scaling
of LP, but the functions are only LY integrable. From Hdolder’s inequality we
see that all L? functions are in M7, but not conversely. Note that the A% norm
depends only on the magnitude of f. Also, we have

1E (e (ADlaz = 1F(A) | arz- (3.4)

The space M2"/2 is the space which we shall be placing our curvatures. Using
the heuristic that a field requires one more derivative than the curvature, and
a gauge transform requires two more derivatives, we thus hope to place fields

and gauge transforms in M%Q and MQQQ respectively.
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For any € > 0, let {.(M) denote the set of all smooth fields on A/ which
satisfy the bound

(A2 gy < € (3.5)

We observe that this space is invariant under gauge transformations.
We now show that Coulomb gauges can be prescribed on the unit cube [0, 1]™

as long as the field is smooth and M§/2 norm of the curvature is sufficiently
small. Here is a result of [TT].

Theorem3.2. If0 < e < lissufficiently small, thenevery field Ain ([0, 1]™)
is gauge equivalent to a Coulomb gauge A ,ui0mp Which obeys the bound

HAcoulombHM;{Q([OJ]n) < CHF(A)HM;L/Q([OJ]H); (36)

A similar result was proved by Meyer and Rivirie. In [TT], we apply this
theorem to constructing Coulomb gauges even for nonsmooth fields. For ex-
ample, let M = [0, 1]™ and S be a closed subset stratified by submanifolds of
dimension no more than n — 4, if A is any field on M\ S with HF(A)HM;/Q(Q)

sufficiently small, then there is a Coulomb gauge A ouioms 0F A on M\S. Itis
also true for any closed subset S of Hausdorff dimension no more than n — 4
and with local simply-connectedness property in a suitable sense (cf. [TT]).

4, Monotonicity and Curvature Estimates

Given any vector field X on M with compact support, we can integrate
it to get an one-parameter group of diffeomorphisms ¢; : M — M. Put
A; = ¢f(A). Then Ay = A and A; coincides with A near the boundary of M.
If A is asmooth Yang-Mills field, differentiating J(A;) on t at ¢ = 0, one can
derive as Price did in [Pr]

/ (|FalPdivX —4 Y F;FpoiX5)dV =0, (4.1)
M w
5,j=1

where X = X*0,. This is very important even though it is nothing but the first
variation of ) along X. Let us derive some of its consequences. Letp € M
such that the ball B, (p) with radius po and center p is contained inside M.
Then taking X to be £(r)rd,, where r is the distance from p and ¢ is a cut-off
function in B, (p), we can get the monotonicity formula of Price.
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Theorem 4.1. ([Pr]) Let A be any Yang-Mills field on M. Then for any 0 <
o <71 < pg, We have

74—”/ yFA|2dV—a4—"/ |Fal?dV
Bz (p) Bs(p)

= 4 / r N " |Fa(0r, 05)7dV. (4.2)
Br(p)\Bq(p) i

In particular, p*—" pr(p) |F4|2dV is nondecreasing with p.

An application of this monotonicity is the following curvature estimate which
was proved by K. Uhlenbeck and Nakajima ([Na]).

Theorem 4.2. Let A be any Yang-Millsfieldon U. Thentherearee = ¢(n) > 0
and C' = C(n) > 0, such that for any B,(p) C M, we have

(NI

C [ a-n

[Falp) < — | »* |[Fa?dv | (4.3)
2
p By (p)

whenever p*—" pr(p) |Fal2dV <.

We can associate a measure 1 4 to each field A as follows: For any continuous
function f with compact support, we define

/M fia = /M FIFalav. (4.4)

We can simply write 4 = |F4|>dV. By the monotonicity, we have is a
nondecreasing function p*~" 14 (B,(p)).

Now we let {A4;} be a sequence of Yang-Mills fields such that for each
compactsubset K C M, u;(K) are uniformly bounded, where 1; is the measure
associated to A;. Then a subsequence {u,} of {u;} converges weakly to a
measure p. Because of the monotonicity for p;, one can easily show that
p*~"u(B,(p)) isan nondecreasing function for each p € M. Define the density
function of . by

Ou(p) = lim p*" (B, (p)- (4.5)

Because of the monotonicity for 1, this density © , is well-defined, nonnegative
and upper-semi-continuous. It follows that the support S of ©,, is a locally
closed subset of A7 such that the Hausdorff measure H"~*(S N K) is finite
for any compact subset K. Furthermore, it follows from Theorem 4.2 that
©,(p) > eforany p € S and the curvature of A, is uniformly bounded on any
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compact subsetin M\S. Then, using Theorem 4.2, one can show the following
theorem which is due to Uhlenbeck.

Theorem 4.3. Let A,, g, o and S be as above. Then there are gauge transfor-
mations o, such that by taking a subsequence if necessary, o,(A,) converges
smoothly to a Yang-Mills field A defined on M\ S. Moreover, 4 < p.

By an admissible Yang-Mills field, we mean a smooth Yang-Mills field A
defined outside a locally closed subset S(A) in M, such that H"~4(S(A) N
K) < oo and pa(K) < oo for any compact subset X' C M. Clearly, the
limiting field in Theorem 4.3 is admissible. In fact, Following Uhlenbeck, one
can easily extend Theorem 4.3 to any sequence of admissible Yang-Mills fields.
We will assume that S(A) is the singular set of an admissible Yang-Mills field
A. If S(A) = 0, then A is smooth.

5. Structure of Blow-up Loci

Let { A;} be a sequence of smooth Yang-Mills fields such that its associated
measures 1; converge weakly to a measure p. As before, we denote by © , the
density and by S the support of . By Theorem 4.3 and taking a subsequence
if necessary, we may assume that there are gauge transformations o; such that
oi(A;) converge to an admissible Yang-Mills field A outside S.

Now we will examine structure of S. Let 114 be the measure associated to
A. Define

r—0

Sy({A}) = {p € M| ©u(p) >0, lim r4"/B (FaPdV =0}, (5.0)
r\D

This set is called the blow-up locus of {A;}. If no confusion occurs, we will
simply write S, for this blow-up locus. It is easy to see that H"~4(S\S) = 0.
The following proposition was proved in [Ti]. It gives the first regularity on the
blow-up locus.

Theorem 5.1. Let { A;} be the above sequence of Yang-Mills fields which con-
verge to A. Then its blow-up locus Sy, is H™4-rectifiable, that is for H"*-a.e.
p in Sy, there is a unique tangent space 7,5, of S, at p. Moreover, for any
smooth function f with compact support, we have

fdu= | fdua+ | fOdH" ™ (5.2)
fy = f g |,

Furthermore, there are constraints on the geometry of the blow-up loci.

Theorem 5.2. ([Ti]) For any vector field X with compact support in M, we
have

- / dive, X0, dH"* = / (|FalPdivX —4 > F;F;0,X*)dV, (5.3)
Sh M i,5=1
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where divg, X denotes the divergence of X along Sy and F;; are the components
of Fy.

We say that an admissible field A is stationary if (4.1) holds for any vector
field with compact support.

Corollary 5.1. Let A be in the above theorem. If A is stationary, then S; is
stationary, that is .S has no boundary in M and its generalized mean curvature
vanishes.

I doubt that A is stationary in general, but it is stationary when A is anti-self-
dual (see the following). If A = 0, then S}, is stationary and the curvature of A;
concentrates near a minimal variety of codimension 4. It leads to the question:
Let S be a minimal submanifold of dimension n — 4 in general position, is S
the limit of a sequence of Yang-Mills fields (possibly with respect to different
metrics)?

We will call the above (A, S;, ©,,) a generalized Yang-Mills field. Two gen-
eralized Yang-Mills (4, S;, ©)and (A’, S}, ©') if Aand A’ are gauge equivalent
on an open dense subset. The set of all generalized Yang-Mills fields modulo
gauge transformations is precompact.

Theorem 5.2 can be also used to prove the existence of tangent cones for
generalized Yang-Mills fields. Let A be a stationary admissible Yang-Mills
field with singular set S(A). Forany A > 0 and p € S(A), we can define

Ax(q) = A Z Ai(p + Mg — p))da;,

where A = ). A;dx;. Thentherearesequences { ()} suchthatlim; .o, A(z) =
0and A,; converge to a field A° outside S, with H"~*(5° N Br(0)) < oo
forany R > 0. Further, measures |F4,|2dV converge weakly to a measure s
with density ©,. It follows from Theorem 5.2

Corollary5.2. Let A)(;), A, Se, O be as above. Thenwe have that 9,0, = 0,
a-S.=S.and Fu (0, ) =0.
6. Compactifying Spaces of Anti-Self-Dual Instantons

If A; are Q-anti-self-dual instantons, then its weak limit A is Q-anti-self-
dual wherever it is well-defined. As before, we will call such an A admissible
Q-anti-self-dual instanton or simply asd solution if there is no confusion.

Theorem 6.1. ([Ti]) Assume that Q2 is a parallel form of degree n — 4. Let A
be an admissible Q2-anti-self-dual instanton on M. Then A is stationary.

Now we assume that { A; } be a sequence of Q2-anti-self-dual instantons which
converge to an admissible Q-anti-self-dual instanton A, where € is a form on
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M of degree n — 4. Let S, C M be the blow-up locus of { A;} with the density
©,.. Note that 1; is the measure associated to A; and lim; .. p1; = p.

For any admissible field A’, we can associate a current Cy(A’) as follows:
For any smooth form ¢ with compact support in M, we define

Cy(A) ! / tr(Fa A Far) A . (6.1)

~ 82 Jy
Clearly, if A’ is smooth, it is nothing else but the current represented by the
Chern-Weil form defining the second Chern class, so it is closed. In general, it
was proved in [Ti] that C2(A’) is closed in M.

Since Sy, is rectifiable (Theorem 5.1), we can also define a current C(.Sy, ©,,)

by
1

CQ(Sb; (—)[L) = W

/ (¢, 0O, dH" . (6.2)
M
Theorem 6.2. ([Ti]) Let A;, A etal be as above. Then 8%(9“ is integer-valued
and Sy is calibrated by ©, that is for H"~*-a.e. p € S, where T},S}, exists, the
restriction of €2 to 7, coincides with the induced volume form. Moreover, we
have

lim Cy(A4;) = Ca2(A) + C2(Sp, ©,). (6.3)

1— 00

In particular, for any compact K, we have

lin () = (k) + [ @dn
i—00 SpNK
A simplified situation of Theorem 6.2 can be described as follows: Let
7 : R™ — R* be an orthogonal projection and B be an asd instanton on R*,
then the pull-back A = 7*B is Q-asd if and only if L = 7=1(0) is an Q-
calibrated subspace. This can be checked directly. As before, we ask if an
Q-calibrated submanifold is the limit of a sequence of 2-asd instantons.
Itiswell known (cf. [HL]) thatif |2| < 1, thenany integral current calibrated
by €2 is minimizing in its homology class. It follows

Corollary 6.1. Assumethat |©2| < 1. Let S}, be the blow-up locus of a sequence
of asd instantons A; converging to A and ©,, be its associated density. Then
C>(Sp, ©,,) is an area-minimizing integral current .

The support S, of C2(Sh, ©,,) may not be smooth. However, one can show
that a dense open subset of .Sy, is smooth. Further, we do expect

Conjecture 6.1. Let 2 be any closed differential form with |©2| < 1, then Q-
calibrated integral current is supported on the closure N of a smooth manifold
Ny such that N\ Ny is of codimension at least two.



192 RECENT PROGRESS IN COMPUTATIONAL AND APPLIED PDES

Let us give an example. Assume that n = 2m. Fix an identification R"™ =
C™. Let w be given in complex coordinates z1, - - - , 2, by

VLN .
w= T;dzi/\dzi.

Put Q = w™ 2 /(m — 2)!. Then an Q-asd instanton A is simply a Hermitian-
Yang-Mills connection, that is F}? = 0 and Fy' - w = 0, where F}' is
the (k,)-part of F4. Moreover, a subspace L C R™ of codimension 4 is
Q-calibrated if and only if L is a complex subspace in C™. Let S be the
blow-up locus of a sequence of Hermitian-Yang-Mills connections and © be its
associated density. Then C»(S, ©) is a closed integral current whose tangent
spaces are complex subspaces. It follows from a result of J. King [Ki] that there
are positive integers m,, and irreduccible complex subvarieties V, such that for
any smooth ¢ with compact support in M,

C2(5,0)(0) = 3 ma /V 0.

It can be also proved that if A is an admissible asd instanton with respect to
w™=2/(m — 2)!, then there is a gauge transformation 7 such that 7( A) extends
to be a smooth field outside a complex subvariety of codimension greater than
2 (cf. [TY]).

Now we give a geometric application. Let M be a compact n-manifold with
a Riemannian metric g and 2 be a closed form of degree n — 4. Let E' be a
vector bundle over M. Denote by Mg, £ the collection of all gauge equivalence
classes of 2-asd instantons of £ over M. This is usually refered as the moduli
space of (2-asd instantons. In general, M £ may not be compact. The problem
is how to compactify it.

A generalized Q-asd instanton is made of an admissible £2-asd instanton A
of E, which extends to a smooth field over M\ S(A) for a closed subset S(A)
with H"=4(S(A)) = 0, and a closed integral current C = C5(S, ©) calibrated
by €2, such that cohomologically,

[C2(A)] + [C2(S,0)] = Ca(E). (6.4)

where Cy(E) denotes the second Chern class of E. Two generalized Q2-asd
instantons (A, C), (A’,C") are equivalent if and only if C' = C’ and there
is a gauge transformation o on M\S(A) U S(A’), such that o(A) = A’ on
M\S(A)US(A”). We denote by [A, C] the gauge equivalence class of (A, C).
We identify [A, 0] with [A] in Mg g if A extends to a smooth field of E over
M modulo a gauge transformation. We define ﬁgﬂ to be set of all gauge
equivalence classes of generalized Q2-asd instantons of E over M.
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The topology of ﬁm can be defined as follows: a sequence [A;, C;] con-
verges to [A, C] in ﬁg, p if and only if there are representatives (A;, C;) such
that their associated currents Cy(A;, C;) converge weakly to C(A, C') as cur-
rents, where

02(14/’0/) = CQ(A,) + 02(5/7@/)7 C' = (Sla('—)/)‘

Itis not hard to show that by taking a subsequence if necessary, 7; (A;) converges
to A outside S(A) and the support of C for some gauge transformations 7;.

Theorem 6.3. ([Ti]) For any M, g, Q and E as above, Mq g is compact with
respect to this topology.

7. Removable Singularity Theorem

Let A be a stationary admissible Yang-Mills field. The basic regularity
problem is whether there is a gauge transformation = such that 7(A) can be
extended across .S or part of S.

We say that a locally closed subset S is stratified by submanifolds if it is a
finite union of locally closed submanifolds. Clearly, the Hausdorff dimension
S is equal to the maximal dimension of these submanifolds. The following was
proved in [TT].

Theorem 7.1. Let A be a stationary admissible Yang-Mills field. Assume that
its singular set S(A) is stratified by submanifolds of dimension n — 4. Then
there is an € > 0, which depends only on n, such that for any B,(p) Ce S(A),
if
p4"/ |Fal?dV < e, (7.1)
By(p)

then there is a gauge transformation o near p such that o(A) extends to be a
smooth field near p.

When n < 3, S(A) is empty. When n = 4, S(A) consists of finitely many
points and (4.1) holds for any admissible Yang-Mills fields. Hence, this theorem
is simply the removable singularity theorem of K. Uhlenbeck for Yang-Mills
fields on 4-manifolds [Uh1]. When n > 4, this theorem was proved in [Ti]
under extra gauge conditions. With some extra efforts, one can weaken the
assumption on the singular set S(A). We will discuss it in another paper.

Corollary 7.1. Let A be a stationary admissible Yang-Mills field. Assume that
its singular set S(A) is stratified by submanifolds of dimension n — 4. Then
there is a gauge transformation o such that o(A) is smooth outside a locally
closed subset S’ consisting of submanifolds of dimension less than n — 4. If
n = 4, then o(A) is actually smooth.
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In general, we propose

Conjecture 7.1. Let A be a stationary admissible Yang-Mills field, then there is
a gauge transformation o such that o (A) extends to be a smooth field outside a
locally closed subset with locally finite Hausdorff measure of dimension n — 5.

Further, we have

Conjecture 7.2. If A is an admissible asd field, then there is a gauge trans-
formation 7 such that H"~5(S(7(A4)) N K) < oc for any compact K C M,
where S(7(A)) denotes the singular set of 7(A).

Notes

1. In mathematical literatures, Yang-Mills fields are often called as Yang-Mills connections
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Abstract

Keywords:

A numerical method is developed for shape optimization of axisymmetric struc-
tures based on choosing the sets of fictitious loads acting on a structure’s ’control
point” as the optimizing design variable. The axisymmetric structure is decom-
posed by using an isoparametric parabolic-type element that has high accuracy
for design sensitivity analysis. An efficient analytic method, based on a fictitious
load variable, is developed for sensitivity analysis in shape optimization of the ax-
isymmetric structure. Two optimization examples have been tested successfully.

Fictitious Loads, FEM, Shape Optimization, Axisymmetric Structures

1. Introduction

The parts of an axisymmetric structure are often used in many kinds of
machine, such as axial or discal parts in the rotating facility, pressure vessel
subject to pressure loads etc. The failure of these parts is, in the majority of
cases, due to local stress concentration in the transitions. The maximal interest
of shape optimization is to improve the structural stress-distributing status of
transitions, while achieving the optimum weight or area, by changing from

*This work is supported by the special funds for major state basic research projects.
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initial boundary to optimized shape. Numerical methods for shape optimization
have been developed since the 1960s [1] - [4]. The design variable in the shape
optimization may be finite element nodal coordinates [5], coefficients of splines
[6, 7] or polynomials [8, 9], or other geometric parameters [10]. A shape
optimization method based on a natural design variable was first developed
by Belegundu and Rajan [11, 12]. The fictitious loads acting on an auxiliary
structure was chosen as the design variable of shape optimization.

The main objective of this paper is to develop an efficient method of shape op-
timization for axisymmetric structure, which is to use isoparametric parabolic-
type element that has high design sensitivity analysis accuracy [13]. By means
of a linear relationship between nodal displacement and fictitious loads, an
efficient sensitivity analysis method is developed in shape optimization of ax-
isymmetric structures. The cost function is to minimize the maximum Von
Mises stress at a boundary of transitions. Finally, two numerical examples will
be tested.

2. The Optimization Method

The shape optimal design problem under investigation is to minimize an
objective function, f(b), subject to inequality constraints, it can be stated as:

Minimize f(b)

subject to (1)
bL<b <bY, i=1,2,---,m
g](b)<07 ]:1727 ydc

where f(b) is the Von Mises stress at a point in the structure, or the struc-

tural weight, bﬁ, b the lower and upper constraints of the i-th design variables,

respectively, g;(b) structural response, m the number of design variable.
Using a finite element displacement method in the linear elastic body, the

finite element equation for the static analysis can be written as:
KA=F (2)

where K is the structural stiffness matrix, F' is the load vector, and A is a vector
of nodal displacements.

In this paper, fictitious loads at control nodes are selected as the design
variable. If we apply a unit fictitious load at the control nodes each time, and
solve for the nodal displacement 6¢ under a unit load from (2), then the nodal
displacement due to these fictitious loads are added onto the current shape C°
to obtain a new shape [11] as follows:

C(b) =C° + i bid" (3)
=1
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where C' is a vector consisting of the X- and Y-coordinates of all the grid
points, and b is a vector of the design variable. Each vector §° is obtained from
the equations

Kyd' = ¢' (4)
where ¢ is a load vector with all zeros except for a unit value at the i-th location,
K, is usually different from the structural stiffness matrix K in (2) since the
boundary conditions differ from those used in the original problems. The details
may be found in [11, 12]

Itis clear from (3) that the movement of nodes is only relavant to the magni-
tude of the fictitious loads. If we can control the maximum of fictitious loads in
the optimizing iteration, then the movement of nodes location and the distortion
of mesh will be controlled. Thus we can make sure in advance that the maximal
nodal displacement and the maximal value of fictitious load can be obtained in
each optimizing iteration. At the same time, to increase the rate of descent of
the objection function, the valid value of design variable is degressive from the
maximum b;,,q.. to satisfy some given accuracy in the iteration:

b 5§maa: (5)
T O0) - C0

Combining the above ideas, the basic iteration procedure of shape optimiza-
tion is given as follows:

Step 1: Let C° be a vector of the current shape nodal location. Given the
maximal displacement §,,,q,, Setb; = 0,5 =1,2,--- ,m.

Step 2: Apply a unit load, ¢*, at the control point, one at a time, and solve for
& from (4) and, solve for b;;,q.; from (5).

Step 3: Using a discrete approach to calculate the sensitivity analysis coeffi-
cient. Use the sensitivity coefficients in a nonlinear programming to
obtain the fictitious load b; at the control point.

Step 4: Define the new shape by (3).

Step 5: Repeat above procedures until some given conditions are satisfied.

3. The sensitivity analysis

The derivatives of the objective function and constraint functions with re-
spect to the design variable provide the variational trends of the structures for
optimization. Calculation of these derivatives is known as sensitivity analysis
[14]. The response of a continuum structure to the change of design variables
is an implicit function of the variables. Therefore, it is difficult to calculate
accurate gradients of the function for sensitivity analysis.
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In this paper, we will calculate the gradients of the function by using dis-
crete approaches. Taking derivatives of equation (2) with respect to the design
variable b gives:

0K 8A oF
BT T (6)
Since the load F is a constant in the present problem, we have:
0A 0K
Fa ) ")

The derivatives of stress components o in an element and of Von Mises stress
o, at a point can be calculated from

do aB OA¢

doe 1 (o1 —o d(og — 0o
) _ 5o [(01 . 02) ( lab 2) + (0_2 o 03) ( Qab 3)
Hos — o) 272, ©

The derivatives of weight 17 and area A for an axisymmetric structure ele-
ment can be written as:

8W6—2 / / T ay ’}dgd (10)

aAe //au\dgd 1)

In the above equations, it is important to calculate the derivatives of stiffness
matrix K. The calculation of 9K /0b is done by many methods such as the
divided difference scheme [11], semi-analytic method [15] or finite difference
approximation [16]. In this paper, the calculation of 9K /9b can be done by a
new method that is called as analytic methods. The procedure will be obtained
below:

With the known methodology of 2D 8-nodes isoparametric element [17], the
derivatives of an element stiffness matrix K¢ with reslect to the design variable
b for axisymmetric structures can be formulated as :

Ke BT OB
a =2n / 8 - DBjr yJ|+BTD— |J|
T T ||
+B; DB]%UH—B DBjr=s.1ddn (12)
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where
0 ON; 0
, 3()087“ 0 ON,
B; YA
B = | Nor 8"062 i=12-8 (13)
S ek
9 okP 9 ON;
ob 0z 0Ob Or
and
0 oJ v [ 5
b & T o 8]\%- (14)
0z on

where J is the Jacobian matrix. Taking derivatives of J with respect to design
variable b, we have:

87’ 82’ 8 8NZT 8NZZ
o 0| o o ) et ag G
b b a_f« a_§ = 55 2= az%r ajéfiz
on o =\ ot T
ON1 ONy ONg rL oz
B ¢ o o 0 ro 22
ol (TR R ) IR R
on  On on rg g

Similar to the definition of the partial derivatives, we have

8ri . Ti(bla"',bj+aa"' 7bm)_ri(b1,"' 7bm)

~ 16
abj (6 ( )
Gzi ~ Zi(bl,...,bj —|—Oé,"' ,bm) —Zi(bl,-" ,bm) (17)
8bj «
where o can be seen as a load applied on the structure, no other effect is
considered here. Letb; =0, (j =1,2,--- ,m) we have
, : — (0. - - - J
or; ~ 7“@(07 s QG 70) TZ(Ov 70) _ u; (18)
0b; Q «
(925%zi(O,...,a,---,0)—2,(0,---,0):v_g (19)
0b; « «
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where u!, v! are the i-th nodal » and = displacements under the unit load ¢’
respectively, determined by the expression (4).

Combining the above ideas, we summarize the calculating procedure of the
sensitivity analysis as follows:

Stepl: Seta=1,7=1,2,--- ,m.

Step 2: Apply the j-th unit load on the control point, and solve for §/ from
(4). Thus from (18) and (19), one can form the vector of 0r;/0b; and

Step 3: Calculate 9B;/0b; and 0.J /0b; from (13) - (15), and form the stiffness
matrix of element 0K¢/0b; by using (12).

Step 4: Assemble the global matrix 0K /0b; similar to the assembly of the
globale stiffness matrix K.

Step 5: Solve the equation (7) to obtain the vector 9A /0b;. Thus one can obtain
do /0b; from (8), o /0b; from (9), OW*/0b; from (10) and 0 A°/0b;
from (11), respectively.

4. Numerical examples

To verify the validity of the porposed numerical procedures, a computer
program written in FORTRAN was developed for the sensitivity analysis and
cyclic variable methods. Two test problems will be examined in this section.

4.1 The transition problem

The section of original shape subjected to uniform tensile load in radius di-
rection is shown in Fig.1, which was obtained by simplifying a turbine axis [18].
Due to symmetry, only its upper half section is analyzed. The finite element
mesh, shown in Fig.1, consists of 65 quadriateral isoparametric elements and
232 nodes.

The objective of optimization is to minimize the maximum Vom Mises stress
at a point along the A-B profile, by changing the boundary shape of transition
region A-B. The transition profile shape after optimization is shown in Fig.2
and the Von Mises stress distribution along the A-B-C boundary is shown in
Fig.3. The gradient of the objective function in the optimization iteration is
shown in Fig.4.

The number of design variables is 11. The initial and final areas are 100
and 93.067, respectively, yielding about 7% reduction. The maximum \Von
Mises stress was reduced form 123.28 to 98.8 and the extent of reduction is
approximate 20%.
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4.2 The flange design problem

A flange structure model, subject to inner pressure, is shown in Fig.5. It
contains 47 elements and 176 nodes. The nodal Von Mises stress distributed
status of the flange is shown in Fig.6.

The goal of the optimization is to minimize the Von Mises stress of transition.
The number of design variables is 12. The optimized shape is shown in Fig.7,
and the stress distribution of transition is shown in Fig.8. The gradient of the
objective function is shown in Fig.9.

By comparing the stress in Fig. 6 and Fig. 8, we see that the structure after
optimization has more uniform stress distribution. The maximum Von Mises
stress is reduced from 20.896 to 13.741, yielding a 34% reduction. The augmen-
tation of area is reduced from 4068.5 to 4151.845, yielding a 2% augmentation.

5. Conclusion

The numerical results obtained by using the proposed method show that the
shape optimization of axisymmetric structure has been achieved successfully.
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Figure 7. Optimized flange shape

1 =2460
b =5147
C =9334
D =13522
E =17209
F =2089¢6

Figure 6.  The Stress distribution of tran-
sition

A =2578
B =g209
C =10020
I =13741

Figure8.  Thestress distribution after op-
timizing

While the extent of the change of area is relatively small, by controlling the
maximal displacement of the grid points, the proposed method is seen to produce
low element distortions. If augmentation of area is relatively large, then the
adaptive mesh or refined finite element mesh may be used.
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The analytic method of sensitivity analysis based on the fictitious loads was

discussed. The value of the gradient function is convergent, as shown in Fig.
4 and Fig. 9. Another advantage of this method is that, in the optimization
iteration, the gradient value can be calculated by using some standard finite
element subroutines. If the quadrilateral isoparametric element is used, then
smoother and more optimal shapes may be obtained. Similar observation has
been made in [12].
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A NEW KIND OF PRECONDITIONER FOR
INTERFACE EQUATIONS OF MORTAR
MULTIPLIERS ON SUBSPACES™

Qiya Hu

Institute of Computational Mathematics,

Chinese Academy of Sciences, Beijing 100080, China
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Abstract In this paper we discuss non-overlapping domain decomposition methods with
nonmatching grids for three-dimensional elliptic problems, in which interface
unknown is chosen as mortar multiplier. We develope a class of preconditioners
for the interface equation derived by projection on a suitable subspace. For
our preconditioner, each local solver is defined on the common face between
two neighbouring subdomains unlike the existing preconditioners, and it can be
implemented in a more efficient way. It will be shown that the condition number
of the preconditioned system grows only as the logarithm of the dimension of the
local problem associated with an individual substructure.

Keywords:  domain decomposition, nonmatching grids, Lagrange multiplier, interface equa-
tion, preconditioner, condition number

1. Introduction

In recent years, there is a growing interest in the domain decomposition
methods (DDMs) with Lagrange multipliers, early studied in [7], [8], [9] and
[18]. This kind of DDM has many advantages over the traditional ones for the
case of nonmatching grids (refer to [1], [13], [16] and [25]).

FETI (see [9]) is one of the DDMs with Lagrange multipliers, in which the
floating subdomains are handled in a simple way. FETI includes two main
ingredients: (a) introducing a pseudoinverse and a projection operator to de-
rive an interface equation of the multiplier; (b) applying the projected PCG
method to solve this interface equation with a Dirichlet preconditioner. Each
local solver in the Dirichlet preconditioner is defined on the boundary of a sub-

*The work is supported by Special Funds for Major State Basic Research Projects of China G1999032804
The proofs of the results given here will be provided in another paper
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domain, which can be implemented by solving a local Dirichlet problem. The
condition number of the preconditioned system has been estimated in [20] un-
der some assumptions. The original FETI seems to be less effective to the case
of nonmatching grids or the discontinuous coefficient problems, and so more
complicated interface preconditioners have been constructed in [14], [17] and
[22].

In [13] (see also [12]), the authors discussed the DDMs with polynomial La-
grange multipliers, and constructed a cheap interface preconditioner for com-
pletely positive definite problems (without any floating subdomain). For this
preconditioner, each local solver is defined on the common face between two
neighbouring subdomains. Since the local polynomial multiplier space has low
dimensions, the local problem can be solved exactly. This preconditioner is also
very efficient to the cases of nonmatching grids and discontinuous coefficient
problems.

In the present paper, we discuss the DDMs with mortar multipliers, and
extend the idea of [13] to the case with floating subdomains. To this end, we
will use the interface equation in FETI. The main contributions of this paper
are: (1) estimate the condition number of the preconditioned system based on
a new kind of dual norm; (2) develope a kinds of cheap local solvers by using
an extension theorem of 2 -norm.

The outline of the remainder of the paper is as follows. In §2, we build the
interface equation of the Lagrange multiplier. In §3, we construct the interface
preconditioner and give the convergence result. In §4, we study the local solvers.

2. Domain decomposition
2.1 Saddle-point formulation

Consider the model problem

{—dz’v(aVu) =f, in Q, 2.1)

u=20, on 09,

where €2 is a bounded, connected Lipschitz domain in R and a € L>(Q) isa
positive function.
Let H}(£2) denote the standard Sobolev space, and define the bilinear form

A(v,w) = / aVov - Vwdz, v,w € Hy(S).
Q

Let (-, -) denote the L2(€2)-inner product. The weak formulation of (2.1) in
H}(Q) reads: Find u € H{ () such that

Au,v) = (f,0), Vo€ HY(Q). (22)
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In the following, we define a discrete problem of (2.2). Let the domain Q2 be

_ N
decomposed into 2 = J €. Assume that
k=1

(i) Q:;NQ; = 0wheni# j. IfQ; NQ; # 0 for some i # j, we denote it
by I';;. Define I' = UL';;

(ii) each subdomain €2; has the same “siz” d in the usual sense (see [6] and
[28]).

As usual, we assume that each € is a polyhedron. With each subdomain
Q. we associate a regular triangulation 7, made of elements that are either
hexahedra or tetrahedra. We denote by h; the mesh size of 7y, i.e., hj, denotes
the maximum diameter of any hexahedra or tetrahedra of the mesh 7. The
triangulations of the subdomains are independent of each other and generally
do not match at the interfaces between subdomains. Hence, each interface
I';; is provided with two different (2D) meshes. Define V' (€2;) as the space
consisting of continuous piecewise linear functions associated with 7;.. When
o0 N O # O, we require any function in V(Qy) vanishes on 992 N 99.
Define V(0Q) = V(Q%) o, -

To describe an approximate space on global €2, we need a Lagrange multiplier
space. This multiplier space can be defined in various ways, for example, the
polynomial multiplier space (see [8] and [18]), the mortar multiplier space (see
[3] and [24]), and the dual multiplier space (see [15] and [26]). In this paper,
we consider the mortar multiplier space.

Let 7;; and 7;; denote the triangulation on I';; associated with 7; and 7;
respectively. For each I';; C I', we choose 7;; or 7;; to define the local
multiplier space, for example, choose 7;;.

For simplicity of exposition, we will use the spaces (on I';; C I') defined by

V(L) = Vi(Tyy) N Hy(Tiz), V(L) = V;(Tij) N Hg (Tyy).

Now, we define the local multiplier space W (I';;) C V;(I';;) (see [4]).

Since we will not involve concrete structure of W (I';;), we consider only
the case where the face I';; is meshed with triangular elements. We denote by
ZTm, 1 < m < n(i,7), the set of all vertices of the triangles and distinguish the
internal nodes that belong to I';; (numbered from 1 to ng (i, 7)) from those that
belong to the boundary of I';; (numbered from ng(4, j) + 1 to n(i, j)). With
all these nodes are associated the shape functions ¢,,, so that any element ¢ of
W (I';;) can be written as

n(i,5)
Y= Z (P($m)¢ma

m=1
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and those elements that belong to V,°(T';;) can be written as

no (27]

)
Y = Z O(Tm) Pm-
m=1

The vertices z,,, no(i,7) + 1 < m < n(i, j) belong to the same triangles as

internal nodes within I';;. We denote by xﬁn 1 <1 < Q(m) those vertices

inside I';; that belong to a side of a triangle with end point z,,,. For each m

such that ng(i, ) + 1 < m < n(i, j), we choose Q(m) positive numbers a!,
Q(m

)
with the property that >~ a!,, = 1. The definition of the space W (I';;) is then
=1

W(Fij):{QDEVZ'( ) Vm, no(l ])+1<m<n 7 j xm Zam(p

which can also be written as

no(i,5) n(i,j)  Q(m)
W) ={e e Vilij) r o= > o@m)dmt Y [D_ abo(al,)ém}.
m=1 m=no(i,j)+1 =1
Note that dim(W (Ty;)) = dim(V{(Ly;)). Define W(I') = [ W(L;).
ry;cr

Let P;; : L*(T;;) — W(T;;) be the L? projection operator. For v € V(2), set
N

v, = vg. Define V(Q) = J] V() and
k=1

V( )={veV(Q): P (’UZ‘FU Uj‘rij) =0 foreachT';; CT},

where v = (vy,vs,--- ,vy). Note that we do not require V(Q)  HJ ().
Define the local bilinear form

Ag (v, w) = / aVv - Vwdz, v,we HY(Qy,).
Q
The discrete problem of (2.2) is: Find uj, € V() such that
ZAk up, ) = (f,v) Yo e V(). (2.3)

It has been shown in [4] that the unique solution wy, of the system (2.3) has the
optimal error estimate. By introducing the sign function

o 1, i<j
i -1, i>j,

?
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we define the weak trace operator By, : V (€2) — W(I') as follows:

(Bru)|r,, = 0ij Pij(uklr,;), Tij C 0%,
e 0, Tij ¢ 0.

Define the operators A : V() — V(2) and B : V(©2) — W(T") respec-
tively by

=

(Av,w) = ZAk(vk,wk), Yw € V()
k=1

and
N

Bv=>Y B, veV(Q)
k=1
Itis clear that A is a symmetric and positive semi-definite operator. Moreover,
A has the block structure

A= diag(Ay As--- Ay),

where Ay, is the operator defined by the bilinear form A(-, -).
It is easy to see that the space 1/(£2) can be written as

V(Q)={veV(Q): Bv=0}.

Then (2.3) is equivalent to the saddle-point problem: Find (z, A) € V(Q2) x
W (T") such that

(2.4)

At + B\ = f,
Bu = 0.

Hereafter, B! : W (T') — V(£2) denotes the dual of B, which satisfies

(B'p,v) = {u, Bv), YueW(T), veV(Q)

with (-, -) denoting the L2(T") inner product.

It is known that the interface unknown X is the Lagrange multiplier for the
constraint Bu = 0. Moreover, the solution of (2.4) is also unique, which is
equivalent to the condition that

ker(A) N ker(B) = {0}. (2.5)

Although the operator A is block diagonal, the system (2.4) can not be solved
in the standard way (refer to [18] and [13]). The main difficulty is that the local
operators Aj, associated with the internal subdomains are singular.
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2.2 Interface equation
For convenience’s sake, we derive the interface equation of A in operator
language (compare [10] and [20]).
Let A+ be the pseudoinverse of the operator A. A solution u;, of the first
equation in (2.4) exists if and only if f — B\ € range(A). Hence,
up = AT(f — B']X) +ug if f— B'ALker(A), (2.6)

where ug € ker(A) remains to be determined. Substituting «;, from (2.6) into
the second equation of (2.4), yields

BAT(f — B')\) + Bug = 0. 2.7)
Moreover, by the condition f — B‘A Lker(A), we deduce
(AN, Bug) = (f,v9), Vv € ker(A). (2.8)

Define B
W ={peW(): pLBug, Yy € ker(A)},

and let P : W (I') — W denote the L? projection with respect to the L? inner
product on I". Since PBug = 0, it follows by (2.7) that

PS\ = Pg, (2.9)

where
S =BA"B' g=BATY}.
Any solution X\ of (2.8) and (2.9) yields the same solution w, of (2.4) by
using (2.6) if ug is determined by (2.7)

<BUO, BU()> = —(BAJr(f — Bt)\), BUO>, Yy € ker(A).

Let Ay € W(T") be a particular solution of (2.8). Then, any solution of (2.9)
may be written in the form

A= X+ /_\7 AeW.
Substituting it into (2.9), yields
PSA=g, \eW (2.10)

with g = P(g — S)Ag).

The operator PS : W — W is symmetric and positive definite on the sub-
space W (refer to [21]), so we can solve (2.9) by PCG method on this subspace
(refer to [10]). The effectiveness of this method depends on preconditioner
of PS. Note that the action of the projection P is very cheap to implement,
because ker(A) consists of piecewise constant functions with respect to the
initial division of €.
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3. Preconditioner

In this section, we construct a substructuring preconditioner for the interface
operator PS. To make the preconditioner to be more precise, we introduce
positive constants oy, and 3, which are defined by

3.1 Motivation

Since the operators A and B have natural block structures, the operator .S
can be written as

N
S=> BpAlBj,
k=1

where A; is the pseudoinverse of the local operator A 2 V() — V().
Let I}, denote the identity operator on V' (£2;,). Define A, = Ay +d 2y I}, and

N
S=> ByA;'Bj.
k=1

Let nj denote the dimension number of the space V' (£2x). Throughout this
paper, let C' denote the generic constant independent of n and d. For conve-
nience, following [28], the symbols <, < and ~ will be used in the rest of this
paper. x1 ~ y1, x2 ~ y» and a3 ~ y3, mean that 21 < Chy1, z2 > Coys and
Cszs3 < y3 < Csx3 for some constants Cy, Cy, Csand C'3 and are independent
of the dimensional number of the approximate spaces.

To explain our idea, we need an equivalence result.

Lemma 3.1. The operator S is spectrally equivalent to the operator S on the
subspace W.

The above lemma tells us that P.S and P.S are also spectrally equivalent on
W, and so we only need to construct an efficient preconditioner for P.S. The
preconditioner would possess the form of PM —t, where M : W (T') — W(T)
is an efficient preconditioner for S. For a face I';; C T, let If - W(Ty) —
W (T") denote the zero extension operator. It is clear that W (I") has the direct
sum decomposition

W(T) = > ILW(Ty).
Tij

Thus, we may define M as a block-diagonal operator, such that each block
of M is spectrally equivalent to the restriction operator of S on a local space
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3.2 Main result

For each face I';; C T, let I;; : W(I') — W(I';;) denote the natural
restriction operator, which is the dual of Ifj with respect to the L2(T") inner
product. For each k, define Ry, : W(I') — V(%) by R, = A, 'B!. Let
{*;)r,; denote the L? inner product on the local interface I';;, and let the

operators Si;, S7. : W (T';;) — W (T';;) be defined by

170 Mg
(StiXij, pi)rs; = (AiRiIfAij, Rillpig)e,,  Yig € W(Tij)
(STXigs wigirs; = (AR LN, RiLipig)a,, Vi € W(Ty).

Define S;; = Sj; + SZJJ It is easy to see that S;; is just the restriction of the

operator S on W (T';;).

Let A;; - W(I';;) — W(I';;) be a symmetric and positive definite operator.
Assume that the operator A;; is spectrally equivalent to the operator Sij L we
define the preconditioner M by

M~ =) THAG T (3.2)

Throughout this paper, we assume that the local multiplier space W (I';;) is
associated with the local trace space V;(I';;) (to distinguish it from V;(I';;)).
When the coefficient a(z) has a large jump across the local interface I';;, we
need a particular choice of the index . Note that in applications there are a few
such local interfaces at most. In this case, choose the index ¢ such that one of
the following conditions is satisfied.

Hi: o < o,

Hs: V»O(Fij) C V}O(Fij‘) or hj < h;.

)

Remark 3.1. The relation V;(I';;) C V;(I';;) means that the grids on I';; are
matching or nested. Itis clear that we do not need to choose a particular index i
for the case of matching grids. If the condition H can not be satisfied, we then
choose the index 4 in according to the condition H;. Note that this particular
choice of the index ¢ will not influence applications of our method.

Theorem 3.1. Let the operator M —! be defined by (3.2). Then,

cond(PM~'PS) < C[1 + log(d/h)]?, (3.3)
where h = 1£rllci<nN hi. If the condition H, or H is satisfied, the constant C
in (3.3) is bounded by 1<mka<xN([3k/ak), which is independent of the jump of the
coefficient a(x) across the local interface T';;.

The proof of this theorem depends on a squence of Lemmas. Here, we omit
it.
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4. On the local solvers A;;

When the local multiplier space W (I';;) has low dimensions, the action of
the inverse Sigl can be implemented exactly. Otherwise, we have to develope

a cheaper solver which would be spectrally equivalent to Si;l. To this end, we
need two additional results.
4.1 Extension theorem of Hz-norm

The following result is of interest itself, the proof of which is technical.
Theorem 4.1. (extension theorem) Let 2, be a tetrahedron or hexahedron, and

I';; be a face of €2;. Then, there is a linear extension operator £ : V;(I';;) —
V(052;), such that

(Bv)lr,, = v and |Evlls go, ~ Jollir,, ve€Vily).  (41)

4.2 Spectrally equivalent operator to Sij1

The following result is the basis to design a cheap A;;. The proof will use
Theorem 4.1.
Theorem 4.2. Let A;; : W(I';;) — W (T';;) be a symmetric and positive defi-
nite operator satisfying (A;;-, -)r,, ~ || - \@Iij. Then, for any u;; € W(Ty;),
we have (when H; is satisfied) ’

X < — <
aiDijpig, pig)ry ~ (S5 wigs wig)ry ~ BilMiiig, pig)ry;, (4.2)

or (when Hs is satisfied)

1 ~ < 71 < 1 ~
W'me’ja [ )05~ (S Higs Hig) Ty ~ W'Q\ijmja i) T
4.3)
4.3 Cheap local solvers
It is easy to see that
-1 -1

o+ o ) )

% < max{@, &}

B+ 5]‘ Qg Qj

Thus, it follows by Theorem 4.2 that the desired operator A;; would be defined
as

Aij = oi\ij (when Hy is satis fied)
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or
Aij = % . ]\ij (when Hj is satis fied),
a; o
so that the condition number of the preconditioned system is independent of
the jump of the coefficient a(x) across the local interface I';;.
We first give a choice of the local operator ]\Z-j by using discrete norms of
linear finite element function.

For each T';; C T, define the operator A;; : W (T';;) — W (T';;) by
(P(xm) = (2)) (D(xm) = P(2n))

| T — xn|3

(Aijo, ), = hi Z

Tm,Tn GTL']'
ITm #xn

(4.4)

+ A7 Y p(a)(x), e e W(Ty).  (45)

x€755

In particular, for the nodal basis {¢; } of W (I';;), we have

hd h2 .
> 7‘@7;771'3 + ifm=n
~ IleTij

<Aij§0mv (Pn>rz'j = \ i #Tm
_hp4 .
7|$m_;n|3, if m#n.

When ¢» = ¢, the right hand side of (4.5) is just the discrete form of the

norm ||¢||% r.. (referto [28]), s0 (A;;-, -)r,; is spectrally equivalent to the norm
29t 1]

1175 ., on W(T')-

Now, we describe the action of the local solver ]Xij. We only need to explain
how to get Ay € W (T'y;) from p € W(T'5).

As in Section 2, set dim(W (I';;)) = no(i, j). Let M;; denote the (sparse)
mass matrix with the entries (¢, ¢n>pi]., and K;; denote the matrix with the
entries <1~Xij<pm,<pn>pi]. (m,n =1,--- ,ng(i,5)). For p € W(I'y;), let 1 and
Ajju be written as

p=> arp and Nijip =" zmom.
l m
Define the vectors b = (a1 ag - - - Gy )" @nd x = (21 22+ - - 2,05,))- By the

equation
> zmom =Y _ aihip,
!

m

we know that the unknown y can be obtained by
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Remark 4.1. We would like to compare the arithmetic complexity of the local
solver A;; with that of the existing local solvers. Here, we consider only the
number of multiplication of the direct algorithm. It is easy to see that solving
x by (4.6) needs only O(n2(i, j)) multiplications. But, computation of Sigl
(see Section 3) or solving a Dirichlet problem on €2; (for FETI method) needs
O(nd(i, 7)) multiplications, since S;; results in a dense stiffness matrix, and a

3
Dirichlet problem on ©; has O(nZ (i, 5)) unknowns. We point out that we do
not need to make a particular requirement for the meshes on I';; here . This
is a very important merit in DDMs for three- dimensional problems. If the
meshes on I';; have particular structure, we can decrease the number of the
multiplications by defining a special operator ]xij.
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Abstract In this paper, we investigate the consistency and the approximation properties of
h-p clouds methods. For this purpose, a special partition of unity function space
in which inverse inequalities can be established is constructed. The optimal
error estimate for the h-p clouds Galerkin methods is then established. The
convergence rates are measured by the radius of influence domains of weight
functions instead of the mesh size as usually used in the finite element analysis.

Keywords:  h-p clouds, error estimate, partition of unity, meshless(mesh free) methods, mov-
ing least square, reproducing kernel particle

1. Introduction

There is a growing interest in the so-called "meshless" methods. It may
be partly traced to high costs involved in meshing and remeshing procedures.
Modelling of adapting domain geometry, fracture, fragment and similar phe-
nomena requires considerable remeshing efforts, which can easily constitute
the largest portion of analysis costs.

Recent literatures on the convergence of meshless methods can be found
in [1, 7, 8, 10]. Some general results on the partition of unity finite element
methods are provided in [1] by using technique of Taylor expansion, Liu et.
al in [15] explored the convergence and error estimate of RKPM interpolation

*Subsidized by the Special Fund for Major State Basic Research Projects and State Educational Ministry.
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under the assumption that the function to be approximated belongs to C™+!
for some m > 1. The analysis and proofs in [15] are not rigorous, though;
e.g. no conditions are identified under which the method is defined, and some
statements and proofs seem to be incorrect. A rigorous theoretical analysis of
RKPM is given in [10], where in particular optimal order error estimates are
derived with the use of the theory of averaged Taylor polynomials introduced
in [4]. Duarte and Oden’s technique in [7] of proving the local approximation
properties for h-p clouds methods is similar to that of showing the convergence
for finite element method. For global approximation property of h-p clouds
methods, [7] just shows the case of k equal to zero, which can be regarded as a
special case of the result of [1]. For arbitrary integer k, the essential difficulties
are how to glue the local convergence rates into a global one and how to present
the global approximation function to the given function. Since local spaces are
not complete and partition of unity is not only a tool for gluing local spaces but
also admits some order consistency, a direct application of the result of Babuska
and Melenk in [1] will not give the satisfied results.

In this paper, we investigate the consistence and the approximation properties
of h-p clouds methods (K is an arbitrary integer) at first, and then we discuss the
convergence of h-p clouds Galerkin methods. For this purpose, a special parti-
tion of unity function space in which inverse inequalities can be established is
constructed. By employing the arguments in [10], applying various techniques
of Taylor expansion, theories of average polynomials interpolation, inverse es-
timate and triangular inequalities, we obtain the optimal error estimate of h-p
clouds Galerkin methods. The convergence rates are measured by the radius of
influence domains of weight functions instead of the mesh size as usually used
in the finite element analysis.

This paper is organized as follows. In section 2, we introduce meshless func-
tion spaces. In section 3, we investigate the consistence and the approximation
properties of h-p clouds methods. Section 4 is devoted to the convergence of
h-p clouds Galerkin methods. The last section gives some concluding remarks.

2. Meshless Function Spaces

Often used meshless methods include RKPM [12,13,14], MLSM [2,12,13],
PUM [1], h-p clouds method, etc. It is well-known (and easy to verify) that
RKPM is equivalent to the moving least squares approximations with shifted
monomials. Let{®;}}, be shape functions of MLSM [2,12,13] or RKPM
[12,13,14]. Denote the MLSM of RKPM function spaces by

N
V={fIf =) @b}, (2.1)
i1
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respectively. The consistency for order k of RKPM or MLSM can be found in
[2,12,13,14].

Set A = PW PT, where the definitions of matrixes P and W can be found in
[2,12,13]. P is often called moment matrix. We need to introduce the concept
of regularity for a family sets of nodes ( presented first in [10] in the context of
RKPM).

Definition 2.1 A family of sets of nodes is said to be regular if there exists
a constant Ly > 0 such that max || A(x) || < Lo for any set of nodes in the
e

family. Here || - || is the matrix spectrum norm.

Let {X;} Y, beasetof nodes of interest. A necessary condition for regularity
of nodes is there exist node X; and a constant ¢ independent of point x for any
point x such that ||(x — =;)||/hi < co < 1, where h; are the diameters of the
supports of the window functions.

We focus on the case of circle supports of window functions and construct
a special kind of partition of unity space here. Let {Xi}{il be a set of nodes
including the nodes on the boundary 92 and {Qi}fil be an associated open
cover of €2, which satisfies the regularity and the overlapping condition,i.e,
VX € Q, 3 My such that card{i | X € ;} < M. Partition of unity {¢;}¥,
are defined by

Y; = wi/ sz‘ (2.2)

where

Wi — { (1-— (IIX—X¢II)2)p+3 ”X;-Xi“

A special partition of unity space is defined as following

N
VO =span{d_ @:iVi}, (2.3)
i=1

where V; = span{l, Xgi-xiv... ’(X;_ixi)p}_
Proposition 2.1 Let V° defined by (2.3), then V0 C CP+2(Q).

For a given partition of unity {®;}; which admits the consistency of order
k we denote the so called h-p clouds function space by

N N
FRPQ) = {ff =D ®ibi+ > Y c;ipi(X)}
i=1 i=1 J

where p;(X) consist of all basis of polynomials of degree greater than & and
less than or equal to p.
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3. Convergence of General h-p Clouds Approximations

The convergence of h-p clouds approximation is first investigated by
Duarte and Oden [7]. They analyze the local convergence rates of h-p clouds
approximations and obtain the global convergence of h-p clouds methods for
the case of £ = 0. For arbitrary integer k, the essential difficulties are how to
present the approximate function and how to glue the local convergence rates
into a global one. In this section, we shall consider the convergence of general
h-p clouds approximations.

First, let us quote some basic results for the approximation properties on
RKPM and MLSM from [10].

Theorem 3.1. Let {€;}&, be influence domains of MLSM or RKPM shape
functions {®;(z)}¥, which cover Q. Suppose that the cover satisfied the
overlapping condition and the set of nodes admits regularity condition, then

C
BB, pooray < — << ‘
lgi}jvglﬁajﬂl) CillLo@y <57 0<I<k, (3.1)

where h is the maximum diameter of influence domains of shape functions.

Based on the shape functions ¢;, define the interpolation w; of a given func-
tion u by

The interpolation approximation error estimates are stated by the following
theorem.

Theorem 3.2. Assume the conditions of Theorem 3.1 hold and suppose u €
H*(Q) (N C°(£2). If the shape functions ®; admit consistency of order k, then
there hold

[ — gl r2(0y < b |ul grerq) (3.2)

IV (u = un)llz2() < ch*[lull grsr - (3-3)

3.1 Some Technical Lemmas

We provide some preliminary results in this subsection.

Lemma 3.1. ([15] and [10]) Let {X;}¥, < © be a set of nodes and {€;} Y,
be an associated open cover of 2. Suppose the cover satisfies the overlapping
condition and the nodes are regular. Let {®;} , be a partition of unity corre-
sponding to the cover {€2;} , with consistency of order k. Then the following
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identities hold.
N

D XPoX)=X"V|al<k, (3.4)
=1
N
D (Xi = X)*®i(X) =6a0 V| |<F, (3.5)
=1
N
D (Xi = X)*DP0y(X) = Bldap V| a|,| B|< k. (3.6)
=1

Lemma 3.2. (inverse estimate) Let f(X) and g(X) be polynomials of order
p in Q; with diameter h;. Assume there exist constants ¢; > 0 and ¢y > 0 such
that

a <[ f(z) |< e,
then the following inverse estimates,

| D” <%> g, < ch™ I D! (%) oo 1 <181 <p. (3.9)

Proof First of all, by similar arguments in finite element method through a
linear transformation, we can show the inverse estimate for any polynomial
F(X),

IVOF g0, = CHITAV P, V1 <g<oc.

To prove (3.9), denote z(X) = %. A direct calculation gives

Vyg(X) Vf(X)g(X)
- Vg(X)‘ ‘—Vf(X)g<X)'
- f(x) f2(2)
-Vf(X)
< C(|Vg(X)|+’f(X)‘|Z(X) )
< O Vg(X) | +h~" | 2(X)) |,

which leads to

1Vzlg.0; CIVallge +h"lllg.0.)
Cr (llgllg.e; + l12llg.0.)

Ch™Y|z

IA AN IA

q%
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af(9)_G
V(?)W

where F' and G are polynomials and F = fl®/*1 By induction, we can
conclude that (3.9) holds.$

It is obvious that

3.2 Approximation Properties of V°

Now we investigate the properties of the partition of unity function space V°.

Lemma 3.3. Let V be the special partition of unity function space defined in
section 2.3. Assume the nodes { X}, admit the regularity condition. Then
any components v;(X) = ¢;V(X) € VV satisfy the following inverse estimate,

| DPv; g0, < ch'™P | D' g0, |1I<|B[<p+1 (3.10)

Proof By the definition of the partition of unity function space, it suffices to
establish the result for the following mode functions

) N
@) = ()TN S 1<
! i=1

l N
Set g(X) = w;(X) (%) , f(X) = 3 w;i(X). By the regularity of nodes,
! i=1
VX € Q, there exists X; such that | X — X;||/hi < co < 1, where ¢g is a
positive constant, therefore there are two positive constants ¢; and ¢, such that
c1 <| f(X) |< ¢2. The conclusion immediately follows from lemma 3.2. {

A direct result of Theorem 3.6 is the following corollary:

Corollary 3.1 Assume the assumptions of lemma 3.2 hold. Let {;}¥, be
the special partition of unity defined in section 2.3, then the following estimates
hold:

| D%; | < ca/B™ i=1,-- N (3.11)

where ¢, > 0 is a constant.

Now, we discuss convergence of partition of unity approximations, We have

Theorem 3.3. Let VO be the special partition of unity function space defined
in section 2.3 and assume u(X) € HP*1(Q). Further, assume the nodes are
regular. Then there exists u;(X) € V? such that

‘ U— Uy |HZ(Q)§ chpT1-t | U |Hp+1(Q) 0<i<p+1 (3.12)
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Proof v, let Qf“u(X) be the TAPI (Taylor Average Polynomial Interpo-
lation) of degree p of u(x) over €; (see [13,10] for details). By the definition
of local approximation spaces of V;, there exist b;; on €2; such that

Ujap = ijlp] Qp+1 ( )

By the approximation estimates of TAPI [13,10]

| = tiap [0, o)< PP w | greo,ne) 0<I<p+1

Denote
N
ur(X) = Z @i (X)tiap(X)
=1
Then
N
w—ur | guoy=|u =Y itliap |n(0)
i=1

For given o < [, by Holder’s inequality, Corollary 3.1 and approximation of
TAPI, we have

S 1D [pi(u — uiap)]“%?((li)

18|=cx
B .
= Y ID DD (U= wigy) 720
Bl=a  j=0
B
< e Y I @il Fe o 1D (u = wigp) I 20
\ﬁl—aj—U
< J)2P 2B | . ()
|Bl=a 5= = (
< Ch?p“ 2a | u ‘HP“(QZ-)
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where h; is the radius of §;, the diameter of the influence domain. Using
overlapping conditions we obtain

U —us |§{l(Q) = | Z‘PZ ump ‘Hl ()
CZ | 0i(u — Uiap) ’Hl Q)
Y DR ) )

i=1 |g|=I

N
2p+2-21 9
¢y h; | ulgre o,

IN

IN

Let h = max(h;). We have
N
| u—ur [go)< Czhfﬂ_l | [gprion < ch? T e ),
=1
which completes the proof.{

3.3 Convergence of General h-p clouds Approximations

Below we establish an important preliminary result.

Theorem 3.4. Let u(X) € V° be the special partition of unity function space
and F*?(Q) be the h-p clouds function space defined in section 2. Assume the
nodes {Xi}ﬁvzl are regular and overlapping condition satisfied. Then, there
exists uy(X) € FFP(Q) such that

| u—us lyra)< chPt=t lwrtta@) 1 =0,1

Proof Set

N N
i=1 i=1 j
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where b;; are to be coefficients which are evaluated later. For X € €2, because
u(X) € CP+2, expanding u; at the point X, we obtain

w = (X)) = Z%(Xi—X)aDg‘(u(X)
lal<k

§ 1 a o
+ 8;()(@-)() LlXU(}()
k+1<]al<p

1 « o
+ Y —(Xi = X)*DSu(X +6(X; — X)),
laf =p+1

For k + 1 <| a |< p, Taylor expansion of D u(X) at the point X; yields

ﬂD()l(JrBU(Xi)

Dyu(X) = > (-1 3 (X; — X)°
18]<p—Ial '
a+p . n _ Y.
by P IR R) o xp
&
|Bl=p—al+1
which leads to
1
w(Xy) = Y —(Xi—X)"Dju(X)
lal<k
Y S Y oA e xy
k+1<]a|<p |B|<p—|al

a+p .p v,
+ Y (—1)72x U(XZ;!H(X X)) (x, - xy)

|B]=p—|a|+1

]‘ (03 (e
+ Y —(Xi = X)*Dgu(X +0(X; — X)),
la| =p+1
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Thus we have

”U,](X

1B1<p—Iod
N

+ D@y bipj
i=1 j

where the remainder r is given by

al 1
Yo > — (X —x)°

i=1 k+1<]a|<p

ot x, _x
Z (_UﬂDX (Xz ;'H(X Xz))

(X; — X)°
|5\=p*|a|+1

+ Z@ Z —(X; = X)* Dy u(X +0(X; — X)).
=1 || —p+1 :

Hence we can choose b;;(u, h;, o, 3, p, i) such that

Zcb Z .X X)*D§u(X) + r(X).

Moreover,

N
= Z DXu ) ®i(X; - X)
\a|<k =1
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So we derived

ur(X) —u(X) =r(X) inQ; (3.13)
For every i, it is easy to see that

Il La@n e, < P hyraaene,)

IVrliLaene,) < b | ulwriraanay)
+ P ulweza@n o))
By the inverse estimate (Lemma 3.3), we have
IV (= un)lrs@n ey < P71 [ upeane,) ol <1
From the overlapping condition, one can derive
| u—ur |yra)< ch?PT1= |y lwrtta@) 1=0,1

The proof is completed. ¢
By Theorem 3.3 and Theorem 3.4, we can establish the convergence rates of
h-p clouds approximations.

Theorem 3.5. Let F*P be h-p clouds function space. Suppose that u(X) €
HP*1(Q). Then there exists uz(X) € F*P such that

| u—ur [ < chPt1=t o lgr+i) 1=0,1 (3.14)
Proof By Theorem 3.3, there exists ug(x) € V° such that
| U — ujy ‘HZ(Q)g Chp+1_l ’ u ‘HPH(Q) = 0, 1,
and
| ur [grri)< e u [ gei(q)
By Theorem 3.4, we can find uz(x) € F*P such that
| ug —ug |HL(Q)§ Chp—H_l | Ul ’Hp+1(Q) | = 0, 1.
Hence for I = 0, 1 we have
lu—ur [y < [u—uo|gq + | uo —ur g
< PP u g ) +ehP T L ug(2) [ o
< Chp+1il | u |Hp+1(Q)

This completes the proof of this theorem
Remark If a proper partition of unity function space is chosen (smoother),
one can show that there is u;(X) € F*P such that

‘ U —ur ’Wl,q(Q)S Chp+1_l | U ’Werl,q(Q) 0<I<p+1

Remark Choose & = p in Theorem 3.5, we obtain the error estimates of
RKPM and MLSM interpolations.
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4. Convergence for Neumann Problems

Since a natural boundary condition requires less restrictions on both trial
functions and weight functions, it is convenient to consider the following model
problem

a(u,v) = f(v) Vo € H(Q) (4.1)

where a(u,v) satisfies the coercive condition and continuous condition, i.e.
there exist constants « > 0 and 8 > 0 such that

a”v”% < a(v,v) Yv € HI(Q) (4.2)
[ au,v) < Blul o] Vu,v € H'(Q) (4.3)
Meshless Galerkin methods are defined by: Find u® € F*® such that
a(ul,v) = f(v) Yve FFP. (4.4)
Now we derive the error estimates for h-p clouds Galerkin methods.
Theorem 4.1. Suppose u(X) € HPT1(Q) is the solution of the problem of
(4.1), and u"(X) is Galerkin approximate solution of (4.4). Then there hold
lu = w10 < chP|lullpsr0
Ju — u"o.0 < P |ulpi1.0
provided €2 is smooth or convex.

Proof By Céalemma

lu—utro<ec inf flu—v]ig
v(z)eFkP

Theorem 3.5 leads to
lu = w10 < ch?|lullpir0
By a standard duality argument for smooth or convex domain, we have
lu = u"[lo.0 < b H|ullpr1,0

5. Concluding remarks

We provide an analysis for ageneral h-p clouds Galerkin methods. In particu-
lar, we proved the convergence and obtain the optimal error estimates. Generally
speaking, meshless methods share the following potential advantages
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Modelling for two and three dimensional objects only requires nodes. No
data or assumed structure on the interconnections of the nodes is needed.

Adaptivity become relatively easy, since it is only necessary to add nodes.

Problems such as progressive crack growth and moving interfaces can be
easily handled without remeshing.

Fast convergence rates can be obtained by properly choosing local ap-
proximation spaces.

However, there are also some disadvantages. For example,

It is not easy to deal with the essential boundary value conditions though
there is some progress on this topic, see, e.g. [5,6,8,11,16,19].

How to evaluate the integrals in the meshless methods is still a major
problem.
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SOME PROBLEMS IN LARGE SCALE
NON-HERMITIAN MATRIX COMPUTATIONS

Zhongxiao Jia*
Department of Mathematical Sciences, Tsinghua University,
Beijing 100084, P.R. China

Abstract Large scale matrix eigenproblems arise in a lot of disciplines and scientific and
engineering computations. Efficient and reliable numerical methods for solving
them are extremely important as they play a vital role in innumerable scientific
applications. In this paper, we attempt to review state of the art of theory and
algorithms of commonly used numerical methods for large scale nonsymmetric
(non-Hermitian) eigenproblems. We finally pose some challenging problems
on the existing three kinds of popular solvers: orthogonal projection methods,
oblique projection methods and refined projection methods.

Keywords:  Large scale matrix, eigenproblem, projection method, Ritz value, Ritz vector,
refined Ritz vector

1. Introduction

In many areas of applied sciences and engineering there invoke many impor-
tant applications related to the eigenproblems of large unsymmetric matrice.
For the large scale eigenproblems, all standard tools encounter obvious diffi-
culties with speed and storage as well as flow of data within memory in the
hierarchy such that they are very inefficient, and thus usually come at their
wits” end. Even though in some cases they could be used for large problems
by some technical treatments, noticing that many matrices coming from ap-
plications are large sparse, these tools would destroy the special structure of
matrices involved, while this will lead to disasterous consequence. In a word,
those efficient standard techniques suitable to small and medium sized matrices
have to be abandoned, and we have to turn our attention into seeking efficient
and reliable methods which can exploit sparsity and leave the matrix in question
unchanged.

*Work supported by the Special Funds for the State Major Basic Research Projects (G1999032805) and the
Foundation for Key Scholars in Chinese Universities.
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Fortunately, recent evolution in computer hardware and software has stimu-
lated a great deal of effects in attacking the eigenproblems of large unsymmetric
matrices, and theory and algorithms have been intensively investigated since the
early 1970’s and especially 1980’s. There have hitherto been principally three
classes of basic projection methods available, as can be seen below, in which a
common feature is that the action of the matrix A is only to form a subroutine
of matrix by vector product as well as possibly its transpose by vector product
and this just tallys what we appeal as regards storage and flow of data within
memory in the hierarchy.

In Sections 2—4, we review three commonly used kinds of projection methods
and state of the art of them. In Section 5, we pose some challenging problems.

2. Orthogonal projection methods
2.1 The methods

Given an m-dimensional subspace F, an orthogonal projection method on £

seeks the Ritz pairs (\;, ¢;) with ||@;|| = 1 that satisfy the following Rayleigh-
Ritz approximation:
¢ € E,
{ Ap; — Nigi L E, W)

and use them to approximate some eigenpairs (\;, ¢;) of A.
The above relations can be written as

Byi = \ui
7 ! 2
{ vi = Vi, @)

where V' = (v1,v2, ..., v, ) Whose columns form an orthonormal basis of E,
and B = V*AV is the projected matrix of A onto £ in the basis {v;}]" or is
called the matrix presentation of the restriction of A to £ in the basis {v;}7".

A few well-known and most commonly used methods fall into this category:
Armoldi’s method [1, 29] if E = K., (v1, A) = span{vi, Avy, ..., A" 1o},
a Krylov subspace; the block Arnoldi method [17, 30] if £ = K,,(Q1,A) =
span{Q1, AQ1, ..., A"~ 1Q1}, a block Krylov subspace; the subspace itera-
tion method [29] if E = span{A™ X}, where X isan N x m matrix whose
columns are linearly independent; Davidson’s method [8, 30]; the Jacobi—
Davidson method [31].

2.2 State of the art

We first look at the subspace iteration. Parlett and Stewart have made the
convergence analysis for the subspace iteration method [29]. To be more stable,
Stewart suggests to compute Schur vectors and invariant subspaces instead of
eigenvectors. This can avoid serious difficulties that the ill-conditioning of
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nonexistence of an eigenbasis causes and thus make the methods more robust;
see [29]. A remarkable drawback of this method is that it may converge too
slowly. Inorder to improve the speed of convergence, Rutishauser [29] suggests
to use the Chebyshev polynomials to accelerate the methods when the matrix
involved is symmetric. Saad [29] extends this technique to the unsymmetric
case. Numerical experiments have shown that this acceleration can be quite
effective.

Davidson’s method is also an orthogonal projection method. This method
was initially proposed to solve large symmetric eigenvalue problems arising
from the quantum chemistry [8]. Later, Sadkane [30] generalized this method
to the unsymmetric case. When the Davidson’s method is run, the subspace
E is expanded by solving an equation related to the last residual by some
preconditioning techniques. A fatal drawback of this method is that it may
perform very badly sometimes, independently of A.

The Jacobi-Davidson method [31] was proposed by Sleijpen and Van der
Vorst in 1996. It expands the subspace step by step by solving a certain defect
equation and computes Ritz vectors as approximate eigenvectors. However, the
performance of this method depends strongly on efficient and accurate solution
of a resulting large unsymmetric linear equations, which makes it very difficult
to analyse its convergence and stability. Many aspects about this method are
not clear nowdays.

The Arnoldi method [1, 29] is one of most important orthogonal projection
methods. In it, the original matrix is partially reduced to an upper Hessenberg
matrix by the Arnoldi process and one then computes the eigenvalues of the
resulting Hessenberg matrix as approximations to the eigenvalues of the given
matrix.

Saad [29] considers the convergence theory of the Arnoldi method for real
simple eigenvalues and the eigenvalue with largest real part and the correspond-
ing eigenvector, and proposed a restarting version of it and other variants. Later,
the convergence theory of the Arnoldi method was investigated by Jiain [12, 13]
for a general matrix that can be defective, in which a priori theoretical error
bounds for eigenvectors are given and bounds for eigenvalues have been re-
fined. The results there have shown that the approximate eigenvectors or Ritz
vectors obtained by orthogonal projection methods may fail to converge. Jia
and Stewart [21] removed the restriction that A is diagonalizable and analyzed
the convergence of Ritz pairs by means of separation. They have shown that
the Ritz values converge to the eigenvalues of A unconditionally while the
convergence of Ritz vector requires that the corresponding Ritz value is well
separated from the other Ritz values However, this condition can not always be
satisfied. Thus, the Ritz vectors may fail to converge even if the corresponding
Ritz values converge.
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An important variant of the Arnoldi method is its block version, the block
Arnoldi method [17, 30], which is an orthogonal projection method on a block
Krylov subspace. In[12, 17], Jia establishes a convergence theory of the block
Arnoldi method and its truncated version, the block incomplete orthogonaliza-
tion method [14], when A is diagonalizable. The results show that the block
method have two advantages: First, they are suitable and efficient for the case
where the eigenvalues to be found are clustered; second, they are able to com-
pute mutiple eigenvalues and clustered eigenvalues and determine the associated
eigenspace. Analogous to the Arnoldi method, however, Ritz vectors may fail
to converge.

Sorensen [32] suggests to use the Arnoldi algorithm with implicit restarting,
which can make use of the information on the Krylov subspace generated pre-
viously by means of the shifted QR algorithm and reduce the computational
cost at each restart. The key problem for this technique is how to choose the
shifts involved. A popular choice [32] is to take the unwanted Ritz values as
the shifts. Another shift scheme for the case of symmetric matrix is the Leja
shifts [2]. The Leja shifts are often better than the exact shifts for computing a
few smallest eigenvalues when the subspace size is very small.

The shift-and-invert Arnoldi method [29] is an important tool for the large
sparse unsymmetric generalized eigenproblems. Itis mathematically equivalent
to the Arnoldi method for a spectral transformed eigenproblem. If the shift is
suitably selected, the distribution of the spectrum of the shifted and inverted
matrix may be favorable even if the eigenvalues close to the shift are clustered.
Therefore, the Arnoldi method applied for the transformed eigenproblem may
give a much faster convergence with eigenvalues close to the shift. Ruhe [28]
proposes a rational Krylov sequence algorithm (RKS), which is different from
the shift-and-invert Arnoldi in that the former selects a different shift for each
step of Arnoldi process. Thus RKS can be viewed as a generalization of the
shift-and-invert Arnoldi. Numerical experiments have shown that this scheme
can be quite efficient.

3. Obligue projection methods
3.1 The methods

_ Given two subspaces L and K, an oblique projection method seeks the pairs
(i, @s) with ||@;]| = 1 that satisfy the following condition

¢ € K,
{ Agi—Xigi L L, @)
and use them to approximate some eigenpairs (\;, ¢;) of A. The subspace K

is referred to as a right subspace and L a left subspace. Assume that W and
V" are both orthonormal matrices, whose columns form a basis of the right and
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left subspaces respectively. Then, the above relations can be written as

By; = A\W*Vy;,
{ o = Vy, @
where B = W*AV
A few commonly used methods fall into this category: The subspace itera-
tion method [5, 11] if K = span{A'X,} and span{(A*)'Y;}; the biorthogo-
nalization (or unsymmetric) Lanczos method [24, 29] if K = K,,,(v1, A) and
L = Ky, (w1, A*); the harmonic Arnoldi method [26] if K = K,,(v1, A) and
L = AK,,(v1, A).

3.2 State of the art

Though oblique subspace iteration is more complex and less efficient in com-
puter time and storage requirement than orthogonal subspace iteration, it can
simultaneously compute the right and left eigenvectors or invariant subspaces
associated with the dominant eigenvalues at the same time.

The harmonic Arnoldi method is used for finding interior eigenvalues of
large unsymmetric matrix in question, whereas the Arnoldi method has trou-
ble in computing them and to do so it must be combined with shift-and-invert
technique. This is mainly because the Krylov subspace usually does not con-
tain good approximations to the corresponding eigenvectors, but also due to
properties of the orthogonal projection procedure.

A popular obligue projection method is the biorthogonalization Lanczos
method proposed by Lanczos in 1950 [24], which tridiagonalizes successively
a given general matrix to tridiagonal form starting with two biorthogonal vec-
tors and then computes the eigenvalues of the resulting tridiagonal matrix as
those of the original matrix. This method is an oblique projection method [29].
Unlike subspace iteration methods, conceptually speaking, the biorthogonaliza-
tion Lanczos method itself is a direct procedure which reduces a given general
matrix to tridiagonal form to completion if possible. In the very beginning since
it came out, the method was soon replaced by more efficient Householder and
Givens transformations and abandoned for a long time.

In the unsymmetric case, serious breakdowns may occur at any step of the re-
duction. Breakdowns have nothing to do with roundoffs and the ill-conditioning
of the eigenproblem. Several authors have paid their attention to the subject of
curing and avoiding serious breakdowns and some robust schemes have been
proposed [29], e.g., Parlett et al. [29] first suggest a look-ahead version. It uti-
lizes 2 x 2 block pivots to improve the robustness and stability of the method.
Later Cullum [7] extended their symmetric Lanczos algorithm without reorthog-
onalization to the unsymmetric case and suggested a new way for treating the
resulting non-Hermitian tridiagonal matrices.
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From the formal orthogonal polynomials’ point of view, Gutknecht [9, 10]
gave a thorough analysis on the method and serious breakdowns. Under the
assumption that no serious breakdown occurs, Ye [35] has made a convergence
analysis for this method, showing that a few eigenvalues with largest (smallest)
real parts of the original large matrix usually appear firstly as the eigenvalues
of a small sized tridiagonal matrix. Bai [3] has shown that in finite precision
convergence of a Ritz value implies the loss of biorthogonalization if this Ritz
value is well conditioned and no breakdown occurs.

The biorthogonalization Lanczos method can be used to determine simulta-
neously the right and left eigenvectors associated with the wanted eigenvalues.
However, one of the drawbacks lies in a fact that it requires the use of both
matrix and its transpose. In some applications, for example, in studying the
stability of a dynamic system governed by certain partial differential equation,
the original matrix is not available explicitly but matrix by vector product is easy
to form. In these cases, the transpose of these matrix is not available and cannot
even be approximated by finite differences [29]. So the biorthogonalization
Lanczos method is not usable at this time.

Compared to subspace iteration methods, it is recognized that in the symmet-
ric case, the Lanczos algorithm performs much better than subspace iteration
methods; in the unsymmetric case, some numerical experiments made by Saad
indicate that Arnoldi’s method is as well more effective than subspace itera-
tion methods. In fact, it can be seen from their own convergence theory that
subspace iteration methods without acceleration converge only linearly, while
both the biorthogonalization Lanczos method and gneralized Lanczos methods
converge exponentially, which is one of the crucial reasons why it is the case.

4. Refined projection methods
4.1 The methods

As mentioned above, orthogonal and oblique projection methods have the
disadvantage of possible non-convergence of Ritz vectors. In order to correct
this problem, a class of refined projection methods has been proposed by Jia
[12, 15, 19, 20].

For each approximate eigenvalue p; (Ritz value, harmonic Ritz value, etc.),
we seek a unit norm vector u; € E that satisfies the condition

(A — pl)wil| = min (A = pl)ull (%)

lull = 1
and use it to approximate ;. we refer to u; as a refined Ritz vector (or re-
fined approximate vector) with ); in E. A few well-known and most com-
monly used methods fall into this category: The refined Arnoldi method [15] if
E = Ky (v1, A) = spanf{vy, Avy, ..., A" 1v; } and the p; are Ritz values; the
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refined block Arnoldi method [16] if £ = IC,,(Q1, A) = span{Q1, AQ1, ...,
A"}, ablock Krylov subspace, and the 1; are Ritz values; the refined sub-
space iteration method [20] if £ = span{A™ Xy}, where X isan N xm matrix
whose columns are linearly independent and the . are Ritz values; the refined
harmonic Arnoldi method [22] if K = K,,,(vi, A) and L = AK,,,(v1, A) and
the p; are harmonic Ritz values.

We look at the computation of «;. Let V' form an orthonormal basis of F.
Then

(A= pil)us|| = Hzﬂhiill (A — 1)V 2| (6)
= [[(A—wI)Vz (7
= omin((A—wI)V). (8)

Therefore, the solution of this problem is the right singular vector of AV — u; V'
associated with its smallest singular value. Thus we can compute refined Ritz
vectors by computing the singular value decomposition of AV — pu; V.

Jia [20] compares the computational cost of this process with that of a Ritz
vector; see also Stewart [33].

The above singular value decomposition is quite expensive for computing
u;. A much cheaper approach to computing u; for a general E is proposed by
Jia [20] as follows:

Form the cross-product matrix

C = (AV = V)" (AV — V)
(AV)*(AV) — @ V*AV — pV*A*V + |ul?.

Its computational cost is negligible since AV and V* AV are already available
when computing Ritz values. One then only solves the small eigenproblem of
dimension m to get its eigenvector z; associated with the smallest eigenvalue.
Finally, form u; = V z; to get the refined Ritz vector.

The cross-product based algorithm is almost as accurate as the above conven-
tional singular value decomposition algorithm if the ratio of the largest singular
value and the second smallest one of AV — V" is not very small [33]. Otherwise
it may lose some accuracy.

If E is a (block) Krylov subspace IC(A, vy1) or K,,, (A, V1), the computation
cost of u; can be considerably reduced and is only O(m?) [15, 16].

4.2 State of the art

Jia [15] first proves that refined Ritz vectors converge for a Krylov subspace,
and he shows that the same conclusion holds for a block Krylov subspace [16].
A unified convergence theory for the refined projection methods has been
established by Jia [19] and Jia and Stewart [21]. The former paper considers the
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convergence when A is diagonalizable, while in the latter paper, Jia and Stewart
remove the constraint that A is diagonalizable and give a further analysis on
the convergence of refined Ritz vectors for a general matrix A, which may have
a cluster of close eigenvalues or may be defective. The results show that the
refined Ritz vectors converge to the eigenvectors of A if only the Ritz values
do.

Jia [18] investigates an important property of the refined Arnoldi method,
polynomial characterizations of the refined Ritz vectors, and applies the im-
plicitly restarting scheme proposed by Sorensen to the refined Arnoldi method
successfully. The roots of these polynomials are used as shifts, called refined
shifts, within an implicitly restarted refined Arnoldi algorithm. The numerical
experiments also show that implicitly restarting the refined Arnoldi method is
much more efficient than Sorensen’s implicitly restarted Arnoldi algorithm. In
the spirit of [18], Jia and Zhang [22] propose certain refined shifts to implicitly
restart the refined harmonic Arnoldi method, and the resulting algorithm can
be considerably more efficient than the implicitly restarted harmonic Arnoldi
algorithm of Morgan [27]. A great advantage of this algorithm is that it may
compute interior eigenpairs of large matrices efficiently without factoring a large
matrix explicitly. Jia and Zhang [23] present a refined shift and invert Arnoldi
method for large unsymmetric generalized eigenproblems, which leads to better
numerical behavior and faster convergence.

In the refined subspace iteration algorithm [20], apart from replacing Ritz
vectors by refined counterparts, Jia makes an innovation on updating (restarting)
matrix. In it, rather than use Ritz vector or Schur vector matrix as an updating
matrix, he suggests to use the matrix whose columns are generated only by the
refined Ritz vectors that are supposed to approximate the desired eigenvectors.
This is one of the keys to make the algorithm much more efficient.

Jia and his research group pay much efforts in refining the Jacobi-Davidson
method and compute an invariant subspace.

Stewart [33] and van der Vorst [34] have given an excellent account of the
refined methods. Bai et al. [4] have briefly introduced the refined projection
methods and some related work.

5. Some problems

The existing theory and algorithms imply by no means that no problems
are worth studying further. In fact, many challenging problems need to be
considered carefully.

Suppose that the eigenvalues in some rectangular region in the complex plane
are required. In this case, a shift-and-invert transformed matrix is generaly
involved. This will lead to two problems: first, one must solve a large linear
system at each step. If it is feasible to solve it using a direct solver, then it will
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cause no big problem; however, in general it is impossible to solve the linear
system efficiently by a direct solver. One must rely on an iterative solver, which
can not guarantee to converge or give a relatively high accuracy at low cost.
Also, it is not clear to us nowadays that how the accuracy of the approximate
solution of the linear system affects overall performance of a general iterative
eigensolver. Second, because there is no inertia law, we do not know how to
guarantee to find all the eigenvalues in the given region.

Restarting is crucial to the success and efficiency of a projection algorithm in
the non-Hermitian case. For Krylov subspace based algorithms, how to select
restarting (block) vectors as good as possible has been under consideration,
though there exist some good approaches.

For the biorthogonalization Lanczos method, breakdown or near breakdown
problems have been cured successfully both theoretically and numerically when
solving a non-Hermitian linear system. However, as far as a matrix eigenprob-
lem is concerned, such problems are by far from solved numerically. How small
a number is can be treated to be a numerical breakdown? It is not yet known
to the community. This is why the method has been very popular for solving a
linear system but much less used to solve eigenproblems.

In contrast to orthogonal and oblique projection methods, refined projection
methods are only used to compute individual eigenvectors. How to use them to
compute an invariant subspace is interesting and worths considering.

References

[1] W.E. Arnoldi, The principle of minimized iteration in the solution of the matrix eigenvalue
problem, Quart. Appl. Math., 9 17-29 (1951).

[2] J. Baglama, D. Calvetti and L. Reichel, Iterative methods for the computation of a few
eigenvalues of a large symmetric matrix, BIT, 36 400-421 (1996).

[3] Z.Bai, Erroranalysis of the Lanczos algorithm for the nonsymmetric eigenvalue problem,
Math. Comput., 62 209-226 (1994).

[4] Z.Bai,J. Demmel,J. Dongarra, A. Ruhe and H.A. van der Vorst, Templates for the Solution
of the Algebraic Eigenvalue Problem: A Practical Guide, SIAM, Philadelphia, 2000.

[5]1 M.Clintand A.Jenning, A simultaneous iteration method for the unsymmetric eigenvalue
problem, J. Inst. Math. Appl., 8 111-121 (1971).

[6] J. Cullum and R.A. Willoughby, Lanczos Algorithms for Large Symmetric Eigenvalue
Computation, Vol. 1 Theory, Birkhauser, Boston (1985).

[7]1 J. Cullumand R.A. Willoughby, A practical procedure for computing eigenvalues of large
sparse nonsymmetric matrices, In Large Scale Eigenvalue Problem, (Edited by J. Cullum
and R.A. Willoughby), pp. 199-240, Elsevier, Amsterdam, (1986).

[8] E.R.Davidson, Theiterative calculation of a few of the lowest eigenvalues and correspond-
ing eigenvectors of large real symmetric matrices, J. Comput. Phys., 17 87-94 (1975).

[91 M.H. Gutknecht, A completed theory of the unsymmetric Lanczos process and related
algorithms, Part I, SIAM J. Matrix Anal. Appl., 13 594-639 (1992).



240
[10]
[11]
[12]
[13]
[14]
[15]
[16]
[17]

[18]

[19]
[20]
[21]

[22]

(23]
[24]
[25]
[26]
[27]
(28]
[29]

[30]

RECENT PROGRESS IN COMPUTATIONAL AND APPLIED PDES

M.H. Gutknecht, A completed theory of the unsymmetric Lanczos process and related
algorithms, Part 11, SIAM J. Matrix Anal. Appl., 15 15-58 (1994).

A. Jenning and W.J. Stewart, A simultaneous iteration algorithm for real matrices, ACM
Trans. Math. Soft., 7 185-198 (1981).

Z. Jia, Some numerical methods for large unsymmetric eigenproblems, Ph.D. Thesis,
Department of Mathematics, University of Bielefeld, Germany, 1994.

Z. Jia, The convergence of generalized Lanczos methods for large unsymmetric eigen-
problems, SIAM J. Matrix Anal. Appl., 16 843-862 (1995).

Z. Jia, A block incomplete orthogonalization method for large nonsymmetric eigenprob-
lems, BIT, 34 519-536 (1995).

Z. Jia, Refined iterative algorithms based on Arnoldi’s process for large unsymmetric
eigenproblems, Linear Algebra Appl., 259 1-23 (1997).

Z. Jia, A refined iterative algorithm based on the block Arnoldi process for large unsym-
metric eigenproblems, Linear Algebra Appl., 270 171-189 (1998).

Z. Jia, Generalized block Lanczos methods for large unsymmetric eigenproblems, Numer.
Math., 80 239-266 (1998).

Z.Jia, Polynomial characterizations of the approximate eigenvectors by the refined Arnoldi
method and an implicitly restarted refined Arnoldi algorithm, Linear Algebra Appl., 287
191-214 (1999).

Z. Jia, Composite orthogonal projection methods for large eigenproblems, Science in
China (Series A), 42 577-585 (1999).

Z.Jia, A refined subspace iteration algorithm for large sparse eigenproblems, Appl. Numer.
Math., 32 35-52 (2000).

Z. Jia and G.W. Stewart, An analysis of the Rayleigh-Ritz method for approximating
eigenspaces, Math. Comput., 70 637-647 (2001).

Z. Jia and Y. Zhang, The refined harmonic Arnoldi method and an implicitly restarted
algorithm for computing interior eigenpairs of large matrices, Appl. Numer. Math., to
appear.

Z. Jia and Y. Zhang, A refined shift-and-invert Arnoldi algorithm for large generalized
eigenproblems, Comput. Math. Appl., to appear.

C. Lanczos, An iteration method for the solution of the eigenvalue problem of linear
differential and integral operators, J. Res. Natur. Bur. Stand., 45 225-280 (1950).

R.B. Morgan, On restarting the Arnoldi method for large nonsymmetric eigenvalue prob-
lems, Math. Comput., 65 1213-1230 (1996).

R.B. Morgan and M. Zeng, Harmonic projection methods for large non-symmetric eigen-
value problems, Numer. Linear Algebra Appl., 5 33-55 (1998).

R.B. Morgan, Implicitly restarted GMRES and Arnoldi methods for nonsymmetric sys-
tems of equations, SIAM J. Matrix Anal. Appl., 21 1112-1135 (2000).

A. Ruhe, Rational Krylov sequence methods for eigenvalue computation, Linear Algebra
Appl., 58 391-405 (1984).

Y. Saad, Numerical Methods for Large Eigenvalue Problems, Manchester University Press
in Algorithms and Architecture for Advanced Scientific Computing (1992).

M. Sadkane, Block-Arnoldi and Davidson methods for unsymmetric large eigenvalue
problems, Numer. Math., 64 195-211 (1993).



Some Problems in Large Scale Non-Hermitian Matrix Computations 241

[31] G.L.G. Sleijpen and H.A. Van der Vorst, A Jacobi-Davidson iteration method for linear
eigenvalue problems, SIAM J. Matrix Anal. Appl., 17 401-425 (1996).

[32] D.C. Sorensen, Implicitapplication of polynomial filters in a k-step Arnoldi method, SIAM
J. Matrix Anal. Appl., 13 357-385 (1992).

[33] G.W. Stewart, Matrix Algorithms: Vol.Il, Eigensystems, SIAM, Philadephia, PA, 2001.

[34] H.A. van der Vorst, Computational Methods for Large Eigenvalue Problems, Elsevier-
North Holland, 2001.

[35] Q. Ye, A convergence analysis for nonsymmetric Lanczos algorithms, Math. Comput., 56
677-691 (1991).






GLOBAL PROPAGATION OF REGULAR
NONLINEAR HYPERBOLIC WAVES

Tatsien Li
Department of Mathematics, Fudan University, Shanghai 200433, China
dgli@fudan.edu.cn

1. Introduction

In this work we shall consider the nonlinear hyperbolic waves described by
the following Cauchy problem for first order quasilinear hyperbolic systems

ou ou
{ n + A(u)% =0, @

t=0: u= (), )

where u = (u1,--- ,u,)T is the unknown vector function of (¢,z), A(u) =
(ai;(w)) isannxn matrix with suitably smooth entries a;; (u) (i, = 1,--- ,n)
and o(z) = (p1(x),--- ,on(z))T is a C* vector function of = with bounded
C* norm.

By definition of hyperbolicity, for any given « on the domain under con-
sideration, the matrix A(u) possesses n real eigenvalues Aq(u),--- , A\p(u)
and a complete set of left (resp. right) eigenvectors Iy (u),--- iy (u) (resp.
ri(u), - ,rp(u)): fori=1,---  n,

Li(u)A(u) = Ni(u)l;i(w) (resp. A(u)r;(u) = Xi(u)ri(u)). 3)
Without loss of generality, we may suppose that
Li(wrj(u) =6 (i=1,---,n) (4)

and
ri (w)ri(u) =1, ®)

where §;; stands for the Kronecker’s symbol.
In particular, if the matrix A(u) possesses n distinct real eigenvalues

A(u) < Ag(u) < -+ < Ap(uw), (6)

system (1) is called to be strictly hyperbolic.

243
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If the matrix A is independent of «, we meet linear hyperbolic waves given
by

ou ou
— +A— = 7
ot Ao =Y 0

t=0: u=¢). (8)

The acoustic wave is a typical example of linear hyperbolic waves. Inthe scalar
case, we have, for instance, the Cauchy problem

ou Ou
E—i_a_:zr_o’ %)

t=0: u=yx). (10)

. d . .
The wave speed is constant: 2% _ 1 and the wave always keeps its shape in

the course of propagation. In the general case, there are n linear waves given
by (7)—(8) with constant speeds

Cji—f:)\i (i=1,---,n) (11)
respectively. Each wave keeps its shape in the propagation and the interaction
among waves is only a linear superposition. It is the reason that we can hear
and distinguish many persons speaking at the same time. Otherwise, our life
will be very complicated.

The situation for nonlinear hyperbolic waves is totally different. In the scalar
case, let us consider, for instance, the Cauchy problem for Burger’s equation

ou ou
t=0: u=¢). (13)

d )
The wave speed depends on w : ©T _ 4 and then the wave can not keep its

shape in the course of propagation. Generically, there will be a distortion of
wave shape such that the wave steepens and finally blows up in a finite time. In
the general case, there are n nonlinear hyperbolic waves given by (1)—(2) with
speeds

dx

dt
respectively and there are nonlinear interactions among these waves such that
the situation is much more complicated.

Asaconclusion, Cauchy problem (1)—(2) always admits a unique C'* solution

u = u(t,x) at least for a short time 0 < ¢ < ¢ (cf. [1] and the references

Ai(u) (i=1,---,n) (14)
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therein), however, generically speaking, the C'! solution u = u(t, z) to Cauchy
problem (1)-(2) exists only locally in time and the singularity may occur in a
finite time, i.e., there exist g > 0 such that

[[u(t, Illo + [lua(t; o — +oo ast T to, (15)

no matter how smooth and how small the initial data are (cf. [2] and the
references therein).

Therefore, it is of great importance in both theory and application to study
the following two problems:

(1) Under what conditions does Cauchy problem (1)—(2) admit a unique
global C'! solution u = u(t,z) ont > 0 or for all ¢ € R?

(2) Under what conditions does the C'* solution to Cauchy problem (1)-
(2) blow up in a finite time? What is the sharp estimate on the life-span of
C! solution, i.e., on the maximum length of existence ¢-interval? What is
the mechanism of the formation of singularity and what is the character of
singularity?

When n = 1 or 2, the answer to these two problems is relatively simple (cf.
[2] and the references therein).

For the general system (1) of n equations, the first result in this direction was
given by F. John [3]. Suppose that in a neighbourhood of v = 0, A(u) € C?,
system (1) is strictly hyperbolic and genuinely nonlinear (GNV) in the sense of
P.D.Lax: fori=1,--- ,n,

VAi(u)ri(u) # 0. (16)
Suppose furthermore that ¢ (z) € C? has a compact support:
Supp ¢ € [ao, Bo)- 17)
F.John proved that if
0 £ (8o — o)’ sup ¢ (2) (18)

is small enough, then the first order derivatives of the C2 solution v = u(t, x)
to Cauchy problem (1)-(2) must blow up in a finite time.

T.P.Liu [4] generalized F.John’s result to the case that in a neighbourhood
of u = 0, a nonempty part of characteristics is genuinely nonlinear, while the
other part of characteristics is linearly degenerate (LD) in the sense of P. D.
Lax: for the corresponding indices i,

JAi(u)ri(u) = 0. (19)

Under the additional hypothesis “linear waves do not generate nonlinear waves",
he got the same result as in F.John [3] for a quite large class of initial date.
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His result can be applied to the system of one-dimensional gas dynamics with
convexity.

L.H6rmander [5, 6] reproved F.John’sresultand, when ¢(x) = e (z), where
€ > 0isasmall parameter. He obtained the following asymptotic behaviour of
the life-span 7'(¢):

lim{eT(e)} = Mo, (20)
where M is a positive constant independent of ¢, defined by
-1
My = ( max sup{~(TA OO (@)}) - ()
=10 geR

Thus, therg exist two positive constants ¢ and C' independent of ¢, such that the
life-span T'(¢) satisfies the following optimal estimate:

ce™l <T(e) < Cel, (22)

denoted by }
T(e) ~e L. (23)
On the other hand, A.Bressan [7] gave a result on the global existence of
classical solution as follows: Suppose that system (1) is strictly hyperbolic
and linearly degenerate in the sense of P.D.Lax: (19) holds fori = 1.--- ,n.
Suppose furthermore that the initial data ¢ have a compact support. If the total
variation of ¢ is small enough:

TV{e} <1, (24)

then Cauchy problem (1)-(2) admits a unique global classical solution u =
u(t,z) forall t € R.
All the previous results are obtained under the following three hypotheses
on system (1):
(1) The system is strictly hyperbolic.
(2) (@) The system is genuinely nonlinear, i.e., all the characteristics are
genuinely nonlinear; or
(b) A nonempty part of characteristics is genuinely nonlinear, while the
other part of characteristics is linearly degenerate; or
(c) The system is linearly degenerate, i.e., all the characteristics are lin-
early degenerate.
(3) In case (2) (b), "linear waves do not generate nonlinear waves".
In order to explain that these three hypotheses restrict the applications, we
give the following examples.
Ex.1. The system of nonlinear elasticity can be written as

ov  Ow
ot " ar
ow 0K (v) (25)

ot Oz =0,
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where K (v) is a suitably smooth function of v such that
K'(0) >0 (26)

and
K"(0) =0, but K"(v) # 0. (27)

In a neighbourhoods of (v, w) = (0, b), where b is an arbitrarily given constant,
(26) implies that system (25) is strictly hyperbolic. However, noting (27),
system (25) is neither genuinely nonlinear nor linearly degenerate.

Ex.2. The system of one-dimensional gas dynamics can be written in La-
grangian representation as

or _ou_,
ot dx
ou  Ip(t,S)

%
ot

ox 0’ ( )
0

)

where p = p(7, S) is the equation of state satisfying
pr <0, Vr>0, (29)

which implies that system (28) is strictly hyperbolic. One characteristic is
linearly degenerate, however, the other two characteristics are neither genuinely
nonlinear nor linearly degenerate except when p = p(, S) is a strictly convex
or concave function with respect to 7.

Ex.3. The system of the motion of elastic strings can be written as

ou Ov
ot o 0
ot Ox r v =
(see [8]-[10]), where v = (uq,- - - ,un)T, v = (v, - ,Un)T, r = |ul =

Vud+ -+ +u2 (in practice n = 2 or 3) and 7' = T'(r) is a suitably smooth
function of r such that

T'(r) > y > 0. (31)

Under hypothesis (31), system (30) is hyperbolic but not strictly hyperbolic

except for n = 2. There are two linearly degenerate characteristics 44/ @

with multiplicity n — 1, while, two simple characteristics ++/7"(r) are neither
genuinely nonlinear nor linearly degerate except when 7" (r) = 0, namely,
T = T(r) is an affine function of . Moreover, for system (30), “linear waves
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do generate nonlinear waves". Thus, all the three hypotheses mentioned above
fail.

Ex.4. The system of finite amplitude plane elastic waves for hyperelastic
materials can be written as

ou ou
E + A(u)% =0 (32)
(see [3]) with u = (u1,--- ,ug)” and
0 —1I

where V' = V" (uq, uz,ug) isa3 x 3 matrix determined by the material.

For instance, for the material of Ciarlet-Geymomat (cf. [11]), itis easy to see
that system (32) has two linearly degenerate characteristics with multiplicity 2
and two simple genuinely nonlinear characteristics, then (32) is a non-strictly
hyperbolic system.

Actually, many authors have pointed out the necessity of studying the hyper-
bolic system with general characteristics. For instance, A.Majda has proposed
in [12] the open problem "Investigate shock formation in non-genuinely non-
linear systems for initial data of compact support"”. He has also mentioned two
specially interesting systems in nonlinear elasticity, namely, our examples 3
and 4.

The aim of this talk is to establish a complete theory on both global existence
and blow-up phenomenon of C' solution to the Cauchy problem for general
quasilinear hyperbolic systems with small initial data with compact support or
more generally with small and decaying initial data.

2. Weak linear degeneracy

In what follows we first consider the strictly hyperbolic case.

In order to present our results, it is necessary to introduce a new concept—
—the weak linear degeneracy (cf. [13]).

Definition 1: The i-th characteristic \;(u) is called to be weakly linearly de-
generate (WLD), if, along the i-th characteristic trajectory u = u((s) passing
through « = 0 in the u-space, defined by

{ = i), (3)
s=0: u=0, (35)
we have

VAi(u)ri(u) =0, Vsmall |ul, (36)
namely,

Ai(u®(s)) = X;(0), Vsmall |s|. O (37)
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Obviously, if A\;(u) is linearly degenerate, then \;(u) is weakly linearly
degenerate; while, if \;(u) is genuinely nonlinear, then A;(w) is not weakly
linearly degenerate.

By definition, if \;(u) is not weakly linearly degenerate, then X;(u(?(s)) is
not identically equal to a constant for small |s|, therefore, either there exists an
integer o; > 0 such that

d'xi(u® (s)) o (ul?)(s))
74 e 0 (I=1,--+,a;), but Jgartl . #0,
(38)
or
d'Xi(u® (s))
g =0 (=L2-) (39)

but (37) fails, denoted by a; = +oc.
Thus, for each characteristic A;(u) we have the following table:

Ai(u)
non WLD
(GN) WLD
a,= 0 ,1,2,------ a; = +00
R e —
finite

If ; = 0, then in a neighbourhood of © = 0, A;(w«) is genuinely nonlinear.
Moreover, when «; increases, \;(u) is closer and closer to the weakly linearly
degenerate case.

Definition 2: System (1) is said to be weakly linearly degenerate, if all the
characteristics A\ (u), - - -, A\, (u) are weakly linearly degenerate. [J

Hence, if system (1) is not weakly linearly degenerate, then there exists a
nonempty set of indices J € {1,--- ,n} such that A;(u) is not weakly linearly
degenerate ifand only if ¢ € J.

Let

a=min{q; | i € J}. (40)
(2
o is an integer > 0 or 4.

Thus, for any given quasilinear strictly hyperbolic system (1), all possible
situations can be shown in the following table:
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non WLD
WLD
a = 07 1,2,------ a =400
%,-_/
finite
It gives us a complete category.
Let
J1 = {Z ’ 1€ J, o = Oé}. (41)

When « = 0, then for every i € Jy, A;(u) is genuinely nonlinear in a neigh-
bourhood of v = 0. Furthermore, when « increases, system (1) is closer and
closer to a weakly linearly degenerate system.

3. Main results

We now consider the Cauchy problem for system (1) with small and decaying
C' initial data (2) satisfying that there exists a number z > 0 such that

0= igﬁ{(l +12)) T (le(@)] + ¢ (2)])} < +oo (42)

and 6 is small enough.

Theorem 1. (Global existence of C'' solution) (see [13]-[14], [17], [19]-
[20]): Suppose that in a neighbourhood of u = 0, A(u) € C?, system (1) is
strictly hyperbolic and weakly linearly degenerate. Then there exists 6y > 0 so
small that for any given 6 € [0, 6y], Cauchy problem (1)-(2) admits a unique
C* solution u = u(t, z) with small C* norm for all ¢ € R.

Conversely, under the assumption that in a neighbourhood of u = 0, A(u) €
C' and system (1) is strictly hyperbolic, if Cauchy problem (1)-(2) always admits
a unique C* solution u = u(t, ) on ¢ > 0 for any given C'* initial data ¢(z)
with small 4, then system (1) must be weakly linearly degenerate. [

Thus, for small 9, the weak linear degeneracy is equivalent to the global
existence of C'! solution to Cauchy problem (1)—(2), hence, if system (1) is not
weakly linearly degenerate, then we should meet the blow-up phenomenon.

Remark 1: Theorem 1 fails when p = 0 (cf. [21]). O

Remark 2: The result of A.Bressan in [7] is still valid if system (1) is only
weakly linearly degenerate (see [23]). O

Theorem 2. (Blow-up phenomenon) (see [13-14], [18], [22]): Suppose that
in a neighbourhood of u = 0, A(u) is suitably smooth and system (1) is
strictly hyperbolic. Suppose furthermore that system (1) is not weakly linearly
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degenerate and the corresponding index « defined by (40) is a finite integer> 0.
Suppose finally that ¢(x) = ey (x), where e > 0 is a small parameter and
Y(x) € C! satisfies (42). Then, for a large class of initial data, precisely
speaking, if there exists iy € J; such that

Lig (0)(x) # O, (43)

then there exists 9 > 0 so small that for any given ¢ € (0, go], the following
conclusions hold:

(a) Thefirstorder derivative u, of C* solutionu = u(t, x) to Cauchy problem
(1)-(2) must blow up in a finite time, while the solution itself remains bounded
and small. Moreover, the life-span 7'(¢) of C'* solution possesses the following
asymptotic property:

hfg(gaﬂf(g)) = My, (44)
3

where M, is a positive constant independent of ¢, given by
« / -1
() ) L O () })
(45)
where v = u(V(s) is defined by (34)-(35). Hence, there exist two positive
constants ¢ and C independent of ¢, such that

{_ ida+lAi(u(i)(S))

My = ( max su
0 P a! dsotl s=0

ce” @) < T(e) < Ce ot (46)

denoted by B
T(e) m e (@t (47)

(b) The singularity occurs at the beginning of the envelope of characteristics
of the same family, i.e., at the point with minimum t-value on the envelope.

(c) For every i ¢ Jy, the i-th family of characteristics does not generate any
envelope on the domain 0 < t < T(e). In particular, every family of weakly
linearly degenerate characteristics and then every family of linearly degenerate
characteristics do not generate any envelope on the domain 0 < ¢ < T(e).

(d) Let (to, zo) (to 2 T'(¢)) be a blow-up point. There exists ig € .J; such
that along the iy-th characteristic passing through (to, zo), the blow-up rate is
given by

ug(t,x) = O((to —t)7Y),  Vt < to, (48)
which is independent of the index c.

(e) On the line t = T'(¢), the set of blow-up points can not possess a positive
(even very small) measure. [

Remark 3: Theorem 2 implies all the previous results given by of F.John,
T.P.Liu and L.HGrmander. O



252 RECENT PROGRESS IN COMPUTATIONAL AND APPLIED PDES

Remark 4: When p = 0, Theorem 2 is still valid (cf. [21]). O

We now consider the critical case that system (1) is not weakly linearly
degenerate, but the corresponding index « is equal to +oco. By Theorem 1, in
this case we still have the blow-up phenomenon. However, the situation on the
life-span should be much better. In fact, we have

Theorem 3. (see [14]): Under the assumptions of Theorem 2, but instead of
assuming that the index « is an finite integer > 0, we suppose that « is equal
to +oo, for any given integer N > 1, there exists ey > 0 small enough and a
positive constant C'y independent of e such that for any given € € (0,ex] we
have

T(e)>Cye M. O (49)

However, even in the scalar case
{ ug + A(w)ug =0, (50)
t=0: u=cy(x), (51)

where \(u) € C*, X (u) # 0 with
AD0)y=0 (1=1,2,---), (52)
we may choose A(u) in different ways such that
exp{ce P} < T(e) < exp{Ce™P}, Vp>0 (53)

or
exp{c(lne)?} < T(e) < exp{C(Ine)?} (54)

etc., where cand C are positive constants independent of ¢ (see [14]). Therefore,
it is impossible to get a unified sharp estimate on the life-span in the critical
case o = +oo. Fortunately, up to now we have never encountered this case in
applications.

4. Normalized coordinates

The proof of Theorems 1-3 is very long and quite technical. However, the
basic idea is as follows: Since the initial data are small and decay as || — o0,
n waves should be essentially separated from each other in a finite time and
the interaction among n waves can be controlled to be relatively small, thus for
every wave the problem can be essentially reduced to the scalar case.

Noting that the definition of weak linear degeneracy depends on the char-
acteristic trajectories passing through v = 0, v = u¥(s) (i = 1,---,n),
the key point in the proof of Theorems 1-3 is to find new coordinates @ =
u(u) (u(0) = 0) such that in the u-space the characteristic trajectories passing
through @ = 0 can be expressed in a simple way. We have



Global Propagation of Hyperbolic Waves 253

Theorem 4. (see [13]): Suppose that in a neighbourhood of v = 0, system (1)
is strictly hyperbolic and A(u) € C¥, where k is an integer > 1. Then there
exists a C*+1 diffeomorphism v = u(@) (u(0) = 0) such that in the i-space,
foreachi =1,--- , n, the i-th characteristic trajectory passing through @ = 0
coincides with the ;-axis at least for small |@;|, namely,

Fi(&iei)//ei, YV small ‘ﬁz‘ (i: 1,~-- ,n), (55)
where 7; (@) denotes the corresponding i-th right eigenvector in the u-space and
(1)
e; =(0,---,0,1,0,---,0)7. O

We refer to the diffeomorphism given by Theorem 4 as the normalized trans-
formation, and the corresponding variables @ = (a1, -+ ,ay) are called the
normalized variables or normalized coordinates. B

In normalized coordinates «, the i-th characteristic \;(a) = A;(u(@)) is
weakly linearly degenerate if and only if

Ai(@ie;) = Mi(0), YV small ||, (56)

while, if \;(@) is not weakly linearly degenerate, then, either there exists an
integer a; > 0 such that

d'\i(iiieq) dtN\ ()
7 =0 (I=1,--- i), but — 77 0,
d’fbi u;=0 ( ’ o ) b dﬂ?H_l ;=0 7&
(57)
or ~
dl)\i(ﬂiei)
—_— =0 (I=1,2,--- 58
e 9

but (56) fails, denoted by «; = +oc.

The system in normalized coordinates can be regarded as a standard form of
strictly hyperbolic system. The proof of Theorems 1-3 are taken in normalized
coordinates.

Some further properties of normalized coordinates can be found in [19]-[20].

5. Non-strictly hyperboric case

Up to now, all results are presented in the strictly hyperbolic case. In this
Section we consider the non-strictly hyperbolic system only in some physically
meaningful and interesting cases.

Consider the quasilinear hyperbolic system of conservation laws

Ou , 9f(w)

ot ox

=0, (59)
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where v = (u1,--- ,un)’ and f(u) = (fi(w), -, fn(u))T. Moreover, we
suppose that every eigenvalue of A(u) = <7 f(u) has a constant multiplicity.
Without loss of generality, we may suppose that

Au) 2 X (w) == Ap(u) < Aprr(u) < -+ < Ap(u), (60)

where 1 < p < n. When p = 1, system (59) is strictly hyperbolic; while,
when p > 1, (59) is a non-strictly hyperbolic system of conservation laws with
characteristics with constant multiplicity. According to the result given in [24]-
[25], for the hyperbolic system of conservation laws, every characteristic with
constant multiplicity p > 1 must be linearly degenerate:

then weakly linearly degenerate. It turns out that all previous results for the
strictly hyperbolic case can be similarly extended to the present situation (see
[15]-[16]).

6. Applications

Now we can apply the previous results to solve the Cauchy problem with
small and decaying initial data for the four physical examples given in Section 1
in a complete manner on both the global existence and the blow-up phenomenon
except in the critical case o = +oo.

For instance, we consider the following Cauchy problem for the system of
the motion of elastic strings

ou_ov_
(% T
o ot W0
t=0: u=1ay+eu(x), v=70+evy(z), (63)
where u = (ug,- - ,up)t, v = (v, )T, r = Ju| = Vu? +--- +u2,
T'(r) is a suitably smooth function of » > 1 such that
(7
T' (7o) > @ > 0, (64)
0

where 7y = |ag| > 1, @ and oy are constant vectors, e > 0 isasmall parameter
and (up(z),vo(x)) € C* satisfies (42).
By Theorems 1-2, we get (see [14]-[15])

Theorem 5. Suppose that
T"(r) =0, Vr > 1. (65)
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System (62) is linearly degenerate, then weakly linearly degenerate, and Cauchy
problem (62)—(63) always admits a unique global C'* solution (u(t, ), v(t, z))
forall t € R, provided that £ > 0 is small enough. [

Theorem 6. Suppose that there exists an integer «« > 0 such that

T" (7o) = - -- = Tt (7)) = 0, but T+ (7)) £ 0. (66)

(@ uo(@), @ vo(x)) 0, (67)

namely, @ is not simultaneously orthogonal to ug(z) and vy (z) for all z € R,
then for ¢ > 0 small enough, the first order derivative (u, (¢, x), v, (t,x)) of
the C'* solution (u(t, x), v(t, z)) to Cauchy problem (62)-(63) must blow up in
a finite time and the life-span

T(e) ~ e loth), (68)

The formation of singularity is due to the envelope of characteristics of the first
or last family. Moreover, along the first or last characteristic passing through
a blow-up point (7'(¢), =), the blow-up rate is given by

(uz,v:)(t,z) = O((T(e) —t)™),  Vt<T(e).O (69)

7. Generalized null Condition

The null condition was introduced in the study of nonlinear wave equations
for getting the global existence of classical solutions with small initial data (cf.
[26]-[27]). For the first order quasilinear strictly hyperbolic system (1) we can
similarly introduce the following

Definition 3: Strictly hyperbolic system (1) is said to satisfy the null con-
dition, if every small plane wave solution v = wu(s) (u(0) = 0), where
s = ax + bt, a and b being constants, to the corresponding linearalized system

ut + A(0)uy =0 (70)
is always a solution to the original quasilinear system (1), namely
ur + A(0)uy = (A(0) — A(w))u, = B(u)u,.O (71)
Without loss of generality, we may suppose that
A(0) = diag{A1(0), -, Au(0)}. (72)
Thus, the general solution to system (70) is

up = ui(z — Ai(0)t) (i=1,---,n), (73)
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where u; = w;(s) (i = 1,---,n) are arbitrarily given smooth functions of s.
Hence, noting the strict hyperbolicity, for each plane wave solution « to system
(70), there exists an index i € {1, --- ,n} such that
u = u;i(s)e;, (74)
where
s=x— X\(0)t (75)
and
(4) T
e;=(0,---,0,1,0,---,0)". (76)

Therefore, we get

The null condition for system (1)

B(u;(s)e;)us(s)e; = 0, ¥V small ui(s) (u;(0) =0) (i=1,---,n)

i
B(uie;)e; =0, Vsmall |u;| (i=1,---,n)
T
A(uie;)e; = XNi(0)e;, Vsmall |u;| (i=1,---,n)
T

Ni(uieg)e; = Xi(0), Vsmall |u;| (i=1,---,n),
ri(uieq)//ei, ¥ small lu;| (i =1,--- ,n)

i}
system(1) is weakly linearly.degenerate and
U i ?ulf ) -, Up) are norm |ze8 coorémates.

Moreover, since (1) is a system with n unknown variables, we may introduce
the following

Definition 4: System (1) is said to satisfy the generalized null condition,
if there exists a local C2 diffeomorphism @ = @(u) (%(0) = 0) such that the
corresponding system for 4 satisfies the null condition. [

In Definition 4, & = (uy,--- ,u,) are normalized coordinates and u =
@(w) is noting but a normalized transformation. Thus, system (1) satisfies
the generalized null condition simply means that system (1) satisfies the null
condition in normalized coordinates.

Noting that for every i = 1,--- ,n, s7A;(u)r;(u) is an invariant under any
given invertible C? transformation 7 = (u), we have

Proposition 1 (see [13]): System (1) is weakly linearly degenerate if and
only if system (1) satisfies the generalized null condition. [
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NUMERICAL SIMULATION OF 3D SHALLOW
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Abstract In this paper, we solve a special 3D model problem concerning moving waterline
of shallow water equations. We adopted two kinds of description for moving
waterline formulations, of which the second produces better result and is recom-
mended. To solve the 3D model problem, a stable scheme for smooth solution is
given through special treatment of boundary, based on which we present numeri-
cal example for the 3D model problem, and the result demonstrates the accuracy
and stability of our scheme.

Keywords: 3D shallow water equations, moving waterline, semi-Eulerian

1. Introduction

Shallow-water flows are nearly horizontal, which allows a considerable sim-
plification in the mathematical formulation and numerical solution by describ-
ing the average behavior of the fluid flow. The relative simplicity is the reason
why such flows have attracted the attention of many mathematicians and hy-
drodynamicists.

The numerical solution of the shallow water equations (SWE) was one of
the early applications of digital computers when these became available in the
late 1940’s. Simulations were done by Charney et all [1] for atmospheric and
Hansen [4] for oceangraphic flows. Now many developments has been achieved
in numerics [10].

Study of run-up of ocean waves on sloping beach is one of the classical
problems in hydrodynamics because the wave motion around moving waterline
is highly nonlinear. There is same nonlinearity for SWE. The moving water-

*Subsidized by the Special Funds for Major State Research Projects G1999032804 and by the Teaching and
Research Award Fund for Outstanding Young Teachers in Higher Education Institutions of MOE.
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line can also be mathematically considered as the moving boundary conditions
for a hyperbolic system. As well known, the most important mathematical
and physical quantities of the hyperbolic equations are characteristics, and the
wellposedness of the hyperbolic equations is closely related to the propagating
direction of the characteristics on the boundary. At the moving waterline, the
propagating directions all coalesce into a single one, such that the hyperbolic
character of SWE gets lost and the wellposedness is not so straightforward.
Numerical study will not stop here. An Eulerian-Lagrangian hybrid method
for two dimensional run-up of ocean waves on sloping beach is proposed in
[11]. The artificial boundary condition (ABC) is considered for bounded do-
main problem, and conservative scheme is applied to SWE for overcoming the
appearance of hydraulic jump In [6]. In this paper, we solve a special 3D model
problem concerning moving waterline of shallow water equations. \We adopted
two kinds of description of moving waterline formulations, of which the sec-
ond produces better result for the stability of numerical discretization and is
recommended. The 3D model problem, which is periodic in x direction and
symmetric in y direction, could be used to avoid the ABC of high dimensional
conservation laws. A stable scheme for smooth solution is given through special
treatment of the boundary, based on which we present a numerical example for
the 3D model problem, and the result demonstrates the accuracy and stability
of our scheme. More robust schemes are still wanted for general solution.

The rest of this paper is organized as follows: in section 2 we will introduce
the 3D SWEs. Two kinds of moving waterline formulation are described in
section 3 and 4 respectively. In section 5 we present some numerical experi-
ments to verify the accuracy and stability of our scheme for smooth solution.
The conclusions are drawn in the last section.

2. Three dimensional SWEs

The shallow water equation in three dimension is of the form

(4 h)e + ((n + h)u)e + ((n+ h)v), =0

(-4 By + (0 + )u® + 590+ 1))+ (0 + R)uv)y = gl + B

(-4 B)o)e + (00 + B)uo)s + (0 + )0 + Sg(n+ 1))y = gln + )y
1)
where ¢ is the gravity coefficient, h(z,y) is the undisturbed water depth,
n(x,y,t) is the water elevation from the undisturbed water surface at time ¢
and u(x,y,t),v(z,y,t) are the 2, y component of flow velocities of the wave
motion respectively. Thus n(z,y,t) + h(x,y) denotes the distance between the
surface and the bottom of the river, it is bigger than zero always. The derivation
of this system can be seen from [9] or derived from conservation of physical
quantities directly.
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We simply write this equation as
ou oF 0G

ouv ,or 9 _ 2
ot Tox "oy 78 @)
where
n+h (n+h)u
U=| (n+hu |, F=| (n+hu+39n+h)? |,
(n+ h)v (n+ h)uv

( (n+ h)v ) ( 0 )
G = (n+ h)uv , S=1 gn+h)hy |.
(n + h)v® + Sg(n + h)? 9(n + h)h,,
We will use the conservative formulation of these equations in the following,
from now on, we will use u, v, w instead of the height function n + h, the

momentum in x-direction (n + h)w and the momentum in y-direction (n + h)v
respectively. Then we have

U v

U = v |, F= %+%gu2 )
w rw
u

w 0
G = o , S=| guh,
w2 1 .2
T agu guhy
3. Fully Lagrangian moving waterline equations

We can extend moving waterline equations from two dimension [11] to three
dimension directly. The formulation is based on the fully Lagrangian. We
describe the equations as follows:

WX (8),Y(t) +n(X(t),Y(t),t) =0

% = u(X(1),Y(t),t) = U(t)

dy

—r = u(X(0),Y(1),1) = V() ®3)
% = ut + uU + uyV = —gno (X (t), Y (t), 1)

% = vy + v U + v,V = —gn, (X (t),Y(t),1)

\

where X (t), Y (t) denote the time-varying position of the fluid particles at the
waterline, and U(t), V' (t) are the Lagrangian velocities. The first equation is
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the definition of moving waterline, and the second and third are kinematical
equations. The fourth and fifth are dynamical equations which are Lagrangian
description of the momentum conservation of SWE, where the water depth is
zero. The evolution equation (1) and (3) completely specify the motion of
the system. The Lagrangian formulation will lead to domain changing with
the evolution of the moving waterline, which will cause numerical difficulties.
Actually, we designed schemes for this formulation, and the sensitivity related
to the moving domain leads to numerical instability seriously!

4. Semi-Eulerian moving waterline equations

We assume a time dependent curve in x-y plane can be parameterized by z,
and the particles on this curve move with the speed (u, v). The curve could be
described as: y = Y (z,t). Then we have

V=V -UY, 4)
where U(z,t) = u(z, Y (z,t),t), V(x,t) = v(z, Y (z,1),1).

Lemma 1. For arbitrary time dependent Lagrangian curve (X (£,t),Y (€,1)),
if we assume that the material derivative of the coordinates satisfies

v
and a function defined on this curve satisfies 3—{ = g, then we have the relation:
Dif =g—UDgf. ®)

Proof: Using the curve expression, we have
Y, -V 4+UY,=0
then we get

th = _th(l‘,Y(l’,t),t) = ft + fy)/t = ft + fy(v - UYCL‘)
=g — Ufoc - ny + ny - Ufyyx =g — U(fx + fyyx) = g_UD:cf

This ends the proof.
Taking advantage of above lemma, the semi-Eulerian moving waterline equa-
tions could be written:

n+h=0

DY
- _ - UY,
o =V-U
DU (6)

= = —gne — UU,

DV
355-—‘—9Uy—-UWQ
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We call the system as semi-Eulerian formulation because here only y-direction
is Lagrangian. The domain will not move in z-direction if we use the semi-
Eulerian formulation.

5. Numerical methods

Here we assume the moving waterline is a function of x along the beach. We
will perform a coordinate transformation to the equations in order to keep the
computational domain fixed. The calculation will be done in the fixed domain.
The strategy is as follows: define coordinate transformation:

t = t
r = x
Y (!
y = (;0 )y’

this transformation changes the moving waterline (z,Y (z,t)) into a fixed
straight line (2/,Y}y), where 2/, 4/t are transformed variables. Y is a con-
stant. We have the following relations:

9 9
oy ot
W =T| & ()
2 9
oy oy
where
" oY
10 %—OW
_ oY
T=101 75
Y
0 0 o
and X, Y are defined as before.
After simple calculation, we may get
1 0 «a
T =01 b
0 0 ¢
where
y' oY y' oY Yy
a = ——- = ——— cC= —
Y o'’ Y 0z’ Y

Under this transformation, the equations become (all the primes of the vari-
ables are omitted):

U, +aU, + F, + bF, + ¢G, = S
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where a, b, c are defined as above.
We rewrite the transformed equations in conservative form:

U;+F; + (aU + VF + cG), = (a,U + b,F + 8S)

where
a, = —Lldv
y = Y ot
_ 1 90Y
by = voz
Define

U=U, F=F, G =aU+F + G,

S=0a,U+bF+8

we have the following system:
U, +F,+G, =S (8)

To solve this nonhomogeneous conservation laws, we apply third order
WENO scheme to space and TVD-RK3 to time [8]. As well known, the third
order WENO is a five point stencil in each direction, which is not enough for
the points neighboring to the boundary. Mixed scheme will cause numerical
instability seriously!

For smooth solution, in principle, we can use Lax-Wendroff scheme. Unfor-
tunately, 2D Lax-Wendroff scheme is still a five point stencil in each direction
[7], which will lead numerical instability seriously. Using centered difference
to space, and TVD-RK3 to time [3], whose stable region covers one segment
of imaginary axis, and fully coupling the boundary equations and SWEs inside,
we obtain a stable scheme for smooth solution.

Remark: TVD-RK3 is:

o = w + AtL(u)
u® = 3y 4 L@ 4 LA (D) ©)
wtl = Lyt 4 20@ 4 ZAL(u®?)

The stable region is the same as the classical third order RK method.

6. Numerical results

We choose the domain as [—, 7] x [0, 7], in which z direction is period and
y direction is symmetric. The height function is also periodic in  direction and
symmetric in y direction. The initial value is chosen as:

n(x,y,0) = no(cos(x) + 1)(cos(y) + 1)
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and the bottom function is chosen as one dimensional shape:

2
h(z,y) =1- 2L
T

we set g = 0.0025. The physical time covers from ¢ = 0to ¢ = 100. The

numerical results are stable and smooth with very small diffusion. The evolution
surfaces in different times are shown in Figure 1:

s
s
L7
s
5L
55
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Figure 1.  shallow water wave evolution

The evolution of moving waterline are shown in Figure 2.
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Figure 2. evolution of moving waterline

In order to estimate the order of the scheme, we perform computation with
subdivision 50 x 50, 100 x 100, 200 x 200, and 400 x 400. we consider
the numerical result in finest mesh as accurate solution, then we can do L°
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estimate numerically. The results are shown in Figure 3, two order accuracy
was observed.
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Figure 3. L°° error and order estimates

7. Conclusions

In this paper, we solve a special 3D model problem concerning the moving
waterline of shallow water equations. A stable scheme for smooth solution is
given through special treatment of boundary. The application is limited. We are
looking for more robust scheme, such as modifying standard WENO schemes
or discontinuous Galerkin methods etc, and hope new schemes can be used for
general solution. These results will be reported elsewhere.
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Abstract We examine expansions of FEMs. Although this topic has been discussed for
above 20 years some progress has been made in 2001. We first introduce the main
progress by Jiafu Lin and Lutz Tobiska, et al. for the solution problem of PDEs,
and we then also study about the application of the error expansion method to an
eigenvalue problem.

1. Part1l Solution Problem

Reserachers are interested in the “simple FEM, coarse mesh and high accu-
racy". We do not discuss directly in this part about which elements are high
performance but discuss about how the extrapolation technique supported by
“postprocessing FE" will produce a high performance. The theoretical base
is the "transitional™ error expansion. There are some survey papers or books
concerning with such an expansion, e.g., Rannacher [16], Shen [19] or Brunner
[3], Chen and Huang [4], Krizek and Neittaanmaki [6], Liu and Zhu [15], Lin
and Yan [14], Shaidurov [18] and Sloan [20], including a complete state and
art before 2000 and the related references. We do not repeat them here but
introduce the progress in 2001.

First, Jiafu Lin in his postdoctoral thesis [7] investigated systematically the
error expansions for conforming FEs, including 5 kinds of triangular elements
(linear, quadratic, Hood-Taylor, P;-P;, Raviart-Thomas) and 6 kinds of rectan-
gular elements (bilinear, biquadratic, Hood-Taylor, high degree Hood-Taylor,
Q7 - Qq, Nedelec). Although some results have been known (e.g., in [14]) Ji-
afu Lin’s proof is more mechanical and systematical, especially in constructing
postprocessed FE solution.

Let us consider the Poisson model on a rectangular domain €2: find solution
u € HE(Q):

a(u,v) = (f,v) Vv e H&(Q),

269
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a(u,v) = /quvx + Uy vy

(dzdy is omitted in this article). We construct the rectangulation 7}, = {e},
introduce the FE space V}, € H(Q) and V}, o = Vi, N HL(£2), and find the FE
solution uy, € Vi 0:

a(up,v) = (f,v) Yv e V.

We cannot have the error expansion straightly for the FE solution itself but
i) A transitional expansion
Compare an interpolation ur € V3: forv € Vj, o,

a(up, —ur,v) = a(u — ur,v) :/(U —ur)aVs + (U — ur)yvy.
Q

The integrals are then expanded into a dominant term and a higher order re-
mainder:
ch® 4+ o(h¥)|v|

for some integers k£ and j. From which we can get the transitional expansion:
there exists a function ¢, independent of &, such that in appropriate norms

up, —uy = ¢ - ¥ + o(h").

We want, however, to approximate « rather than approximate «;. For this we
need

ii) Postprocessing

This is a high degree interpolation on a coarse mesh, see, e.g., the interpo-
lations IS, and IT3, for biquadratic and Adini elements below, respectively.
Construct postprocessed solution I1¢ , uy, (e.g., m = 3, I = 6), we have in
appropriate norms

I up —u = ¢y - hF + o(hF).

iii) Extrapolation
Taking uy, = anhuh, then we get in appropriate norms

k/‘\./ ~
2%up o — up

o1 = u + o(h").

Therefore, we may concentrate ourself on the expansions for the integrals,

like
/(u — UT) g Vg

where e € Th,: e = [xe — he, Te + he] X [Ye — ke, Ye + kel
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1.1 Biquadratic element

Let us introduce the biquadratic polynomial space
Vi ={v e C(Q);v |.€ Qy Ve € Ty},

Q2 = Span{la r,Y, x » LY, y 751; Y, .’I}y ) w2y2}'
Letthe biquadratic interpolation « ; be defined by the point-line-plane condition:

ur(Z;) = u(Zi),/(uI —u)ds =0, i=1,2,3,4, /(uI —u) =0,
li e

where Z; and [; are four vertices and four edges, respectively, of the element e.

Lemmal. Ifv € V}, then

k2 34
/(“ —Up)gV = 15 /“wyyvay + O(R7)|uls,elv[1e, 1)
e
k2 32Kk¢

(0= ur)eve == [epyves+ o3 | v+ OO ulsclolac
/e (gt 45 zyyyVay 4725 TYYyy *ryy € (;)

Proof E.g., the last expansion can be checked, by the Bramble-Hilbert
Lemma, on the standard reference element ¢ = [—1, 1] x [—1, 1] for the poly-
nomial & € Ps(é):

. 32 . . R
/(u Ur)z0zdedy + — I /ui@g@vfgdxdy 1795 /ui@g@gvig@dazdy =0
(& e

where u; = @ when @ € QQ2(é), otherwise

i i‘3 gS :2,4 :2,3?) CEQ3 :g4
~ ~ ~ 22 _ ~ ~ N 72 —
Qg i g 6 - 1 &y 29 6y5 1
) i‘S .%4@ L%SQQ 3:293 j::gél QS
~ N 221\ ~ N 2~ ~ 672 — N
ar | & (U5)g @gt @ () g

Theorem 1. If v € V}, ¢ and T}, is uniform: k. = ho (Ve € Tj,), then

h4
/(u—uj)xvx = —4;/uxxyyyyv+0(h5)|u6|v|1.
Q Q

Proof Integration by parts in the right-hand side of (2), leads to

E : / UzyyyVry = _E : / UzzyyyVy = § : / Uzzyyyy Vs
e Y€ e V€ e Y€
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E : / UzyyyyVoyy = — E , / Uzzyyyy Vyy -
e € e €

Theorem 1 now follows from Lemma 1.
From expansion (2) and Theorem 1 we can get an extrapolation algorithm
as follows.
First, we construct on the coarse element 7 consisted of 9 elements e; (i =
,9) the postprocessing interpolation I1S, : C() — Qg (7) such that
$,v(Z;) =v(Z;), i=1,...,16, fl M, v —v)ds =0, i=1,...,24,
fei(thv—v) =0,i=1,...,9
where Z; and [; are 16 nodal points and 24 edges, respectively, of 7. We then
have an error expansion for postprocessed FE solution in the L? norm:
05, up — u = ¢1h* + O(h)
which leads to a new extrapolation in the L2 norm:
240y, 9 — Up,
24 — 1
A question arises: what is the result when the biquadratic interpolation u

is defined by the standard nodal point condition: w;(Z;) = w(Z;) (i =
1, ,9)?

ﬁh = thuh, =u-+ O(h6)

Lemma 2. If v € V}, and uy is the nodal point interpolation, then

k4 h
/ (t—tr)eve =~ / T / Uoaratrs+OM ) ulselore (3)
e e e

with one more term than (1).

The proof is similar to Lemma 1: checking on é for 4 € P,(¢é) the expansion
1 1
(U — Up)z0zdzdy + — /UMMUdedy Ugz5503dTdy = 0
/é z 45 TYyy~ry 180 . Tz VT

where u; = @ when @ € QQ2(é), otherwise

The additional term in (3) cannot achieve a high order. Even if T}, is uniform,

rvrxxVrer = TTLTT :rd @) h4 ) 4
1802/“ v 1802/11 | ey -+ OGOl @
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where [; and [5 are the right and left edges, respectively, of the element e. Since
v IS NOt continuous across the edges 1 and I3, the above edge integrals cannot
be cancelled. So that the nodal point interpolation makes the integral to be of
a low order:

Aw—wm@=mmwmm. (5)

Therefore, the point-line-plane interpolation is better than the nodal point
one.
1.2 Bicubic rectangular element

Let, for & > 3,

Vh = {’U c C(Q),U |€€ Qk Ve € Th},
Qr = span{z’y;0 <i < k,0<j <k}

and the interpolation u; € V}, defined by the point-line-plane condition:

ur(Z;) = u(Z;), /(uI —u)vds =0 Yv € Py_o(l;),i =1,2,3,4,
l;
/(uI —u)v =0 Vv € Qi_2(e).
Lemma 3. If v € V}, then

/e(u — U )z Uy =

k¥ k1 k-1 k+3
_(2/€—1)!!(2k+1)!!/eaﬂcé’y+ w- 9p0y" 0 + O(W7)|ulky3.elvf2,e-

Proof The expansion can be checked on é for & € Py o(é), where a; = @
when @ € Qg (é), otherwise,

FEFT ghFT FFF2 LG gl e

—ar | pe(®) pe(@)  pe+1(@)  pe(@)9 Tpe(@)  pr+1(9)

U

where
(k+ 1) dk=1(#2 — 1)F
(2k)! dtk=1

When k& = 3 we get superclose estimate

pr(t) =

AW—WM&=WWWMW. 6)
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On the contrary to £ < 2 we cannot have the extrapolation estimate for
k > 3, although we can construct by (6) the postprocessed solution like IT3, u,
which is superconvergent to w.

A question arises: what is the result when the interpolation «; returns to be
the standard nodal point condition rather than our point-line-plane conditions?

Consider the case k¥ = 3. Setx; = —1, 29 = a, 23 = b, x4 = 1,
—1 < a < b < 1. The interpolation u; € V}, is defined by the nodal point
condition: on the element e

(ur — u)(ze + Tihe, Ye + xjke) =0, 0,5 =1,2,3,4.

Lemma 4. If v € V}, then

/(u — ULV = (7)
Wt T2 ab—1 h? 4
D |:g 3 }luxxmzvmx_(a =+ b) 180/6 A e O(h )’u‘5,€’v|176'

The proof is similar to Lemma 3, but when @ = 24,
ar(t) = (a +b)t> — (ab— 1)t — (a + b)t + ab.

Case 1. Take the equidistance nodal points: a = —1/3, b = 1/3. Then (7)
leads to

h4
/e(u - ul):vvx = ﬁ /euac;mxvx:v + O(h4)‘u|57€"u’17€'
Like (4), the integration by parts will lead to a low order, and hence we only
have (5).
Case 2. To make the two dominant terms of (7) to be zero we may select
2 ab-—1

5+3

=0, a+b=0
ora=—b,a?= 1/5, which are unequidistance nodal points. Then,
/ (u— 1), = O uls oo (®)

a better result than the case 1. To make clear if (8) is optimal we need to further
expand the integral:

2h0 kS 5
e(u - ul)xvx = 7]75 euzx:pxxvxx - ﬁ euxyyyyvxyy+0(h )|u|6,e‘v|1,e-
©))



High Performance Finite Element Methods 275

This can be checked on é for u € Ps(é), where 4y = @ when o € Q3(é),
otherwise,

2
-1 . . )
where p(t) = . We can see that the second term in the right-hand side
of (9) cannot achieve a higher order like (6).
Therefore, different interpolations lead to different orders for the integral
Jo(u —ur),v, and the point-line-plane interpolation is the best one.

1.3 Adini element for the biharmonic problem

Let us consider the biharmonic problem and the nonconforming Adini ele-
ment

Vi, = {v € H'(Q),v]c € Qs(e)Ve € Ty, vy, v, are continuous at vertices of e},
Qs = span{1,z,y, 2%, 92, zy, 23, >, 2%y, xy?, 23y, 293},
Vih,00 = {v € Vi; v, v, v, = 0 on nodal point of the edges }.
Let u; € V}, be the interpolation defined on e by
ur(Zi) = w(Z;), (ur)e(Zi) = ua(Zi), (ur)y(Zi) = uy(Z;), i =1,2,3,4.
Let Adini FE solution be defined by

up € Vhoo:  Aplup,v) = (A%u,v) Yo e V005

Ap(u,v) = Z /(“mvm + 2UgyVay + Uyyvyy),
e e

u — Up,V) =
/ / Uz Vg + UgyUy dy + Z / / )(ufﬂyvm + Uyy’l)y)dlb,
l1 l4

Ap(up, —ur,v) = Ap(u — ur,v) — Ap(u — up, v).
The last two terms can be expanded as follows.

Lemmab. Ifv € V, then

k2 4k 4
(u - Ul)xa:va:a: = _3 wayyvazw + E uxxyyyva:a:y + O(h )’u‘6,6|v‘376‘
e e e
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Proof The expansion can be checked on é for & € Py(é), where iy = 4
when @ € Q3(é), otherwise

4 2

U z 2292 0
ar | 227 -1 22+ 97 —

Lemma6. If v € V}, then

/(u - uI)J:yny = O(h4)|u|5,€|1}’376'

e

Proof Integration by parts on e and its boundary,

/e(u -

Consider the bilinear functional on é:
B(a,0) = /(ﬁ — Ur)3g0z5dady.
Then, Vp € Py(é) and § € P»(é),
B(i+p,0+q) =0 VYie H®e),Vie Qs(é).

Lemma 6 follows from the Bramble-Hilbert Lemma.

1
Let || [lsn = eIl - 17.0)2-

Theorem 2. (Lin and Luo [11]) If v € V}, 00 and u € H*(£2), then

k?
Z /(u — Ul)xa:va:a: = Z ? /uxaca:yva + O(h4)||uH6HU’

3,h>

> [ un)ayvey = O ulslelsn

Proof See [11] or [14].
Theorem 3. (Lin and Luo [11]) If v € V}, g0, then

1
A= un,0) = 5 3 [ (Rt + Btzaasv) + 00 el
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Proof See [11] or [14], p. 130 and p. 132:

Ap(u—up,v) = /(umF(y)vxyy +tyyy B (2)vyao + O(h%)[ulla][v]ln,

/UmxcﬂF(y)véryy
e
1 9 ! Lo
= 6 (F (y)> (Umxwyvxyy +umwvxyyy> - gke UzzzVyy
e e
1 .
= / o Vayy + O |[u]la]0]l 4
e

From Theorems 2 and 3 we can get an extrapolation algorithm.
First, we construct on the coarse element 7 consisted of 4 elements e the
postprocessing interpolation I13, : C(7) — Qu(7) +span{z®y, xy°} such that

H%hU(Zi) = U(Zi)v (thv)x(zi) = Ux(Zi)7
(I3, 0)y(Zi) = vy (Zi), i =1,...,9

where Z; are the all nodal points on the 4 elements. We then have, if u € H%(Q)
and 7" is uniform, postprocessing expansion in H! norm:

3, upn — u = ¢1h? + O(h*)
and postprocessing extrapolation in H! norm:
dug, o — up,

3

As a by-produce of Theorem 3, we have the following error expansion for
eigenvalues with almost the same dominant term as that in Theorem 3 but twice:

2
Ap—A = 3 Ze:/e (hguyyyy(uh)m: + kiumm(w)yy> + O(hg)

2,9 2 2.9 2 3
= 3h1/§2umyy3h2/ﬂumy+0(h ).

(YYang [24] also obtained,by using our Theorem 3, the same result).

Another progress is made by Tobiska, et al. [12] for simple and typical non-
conforming elements, i.e. Rannacher-Turek element [17] and its generalization
[12]. See [12] for details.

Postprocessed extrapolation connects with postprocessed superconvergence.
Superconvergence of various types has been discussed by, e.g., Babuska, et al.
[1], Chen and Huang [4], Krizek, et al. [5] [6], Zhu [15], Lu [9] [10], Schatz,
Sloan and Wahlbin [22], Sloan [20], Xu [23]. See a recent survey by Brandts
and Krizek [2], and a new paper by Brandts and Krizek: Linear splines and
their derivatives on uniform simplicial partitions of polytopes.

up, = thuh, =u-+ O(h4).
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2. Part Il Eigenvalue Problem

We try now to answer the questions: which FEs are high performance?
Which one is better, bilinear or linear element, conforming or nonconforming
element? Do we have a mathematical way to give a judgment?

Let us recall an elementary experience (see Rannacher [16] and Shen [19]),
the calculation of 7 approximated by the perimeter of n—sided regular polygon
my, inscribed inaunit circle. To characterize the error we can use the expression:

. T
T, = nsin —
n

and the Taylor expansion:

7T3
Ty — T = —Enﬂ +0(n™).

Such an expansion contains a lot of information. E.g., from the sign of the
dominant error term we can see that m,, gives a lower bound for 7, and from
the coefficient of the dominant error term we can see how good the approxi-
mation is. Furthermore, the expansion leads to a high order algorithm, i.e., the
extrapolation algorithm.

It is surprising that such an elementary experience can be generalized to
the calculation of differential eigenvalue A approximated by the FE eigenvalue
An. See the early paper by Lin and Lu [9] [10] and the development by Chen
and Huang [4], Rannacher [16] and Shaidurov [18], see also Krizek and Neit-
taanmaki [6]. Briefly speaking, they also expanded the eigenvalue error into a
dominant term and a high order reminder, and the expansion was then used to
derive the extrapolation algorithm.

2.1 Outline

In this article we return the early work but with a more careful analysis on
the coefficient and the sign in the error expansion for some simple and typical
conforming and nonconforming elements. From the coefficients of dominant
error terms of different FEs we can judge which FE gives a better eigenvalue
bound. In the nonconforming case, from the sign, positive or negative of the
dominant error term we can see which FE gives an upper or a low bound for
the eigenvalues. For example, we can see that

(1) Rannacher-Turek [17], rotated multilinear element Q
bound for square meshes;

ot gives a good upper

(2) its generalization [12] called GQ®!, for uniform rectangular meshes, gives
a good lower bound for the eigenvalues;
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(3) bilinear element, called Q,, gives a bad upper bound;

(4) linear element, called P+, gives a better upper bound.

(2): upper (2): lower (3): upper  (4): upper

>

(4) (1) (3)

@

e QO

Compare the degrees of freedom: GQ!°! is more than Q! (but less than
Wilson element). Compare the approximate property: Q[Ot (for square meshes)
gives a upper bound while GQ[Ot (for uniform rectangular meshes) gives a
lower bound. Both of them are sharper than Q; (and, we guess, also sharper
than Wilson element). Furthermore, Q{Ot gives almost the exact eigenvalue for
the simplest differential model (i.e., p = 1 in the problem (10) below). This is
a superconvergence phenomenon in the eigenvalue problem.

Our conclusion: the error expansion method is neat and efficient for selecting
the high performance FEs for the eigenvalue problems on a rectangular domain.
And the extrapolation leads to a higher order accuracy.

Open problems: The most serious one is the answer of Krizek problem [6],
i.e., what is the necessary condition for meshes to obtain the error expansions?

, (4) = Refined (3)

2.2 Text

Consider the eigenvalue problem of Laplace operator on a rectangular domain
Q: find eigenpair (A, u) € R x H}(2) and ||ul|, = 1 such that

a(u,v) = AMpu,v) Yo € HH(Q), (10)

1
a0) = [ (st + wy0,), [l = (pu )%
Q
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where p(z,y) > C > 0 is a smooth function. We construct the FE rectangula-
tion 73, = {e}, introduce the FE space V/}, and its subspace V}, ¢ satisfying the
zero boundary condition, and find the FE eigenpair (Ay,us) € R x V}, o and
|lun||, = 1 such that

ap(up,v) = Ap(pun,v) Vv € Vi, (11)

an(u,v) = Z /e(uwvw + uyvy).

Let us consider the k—th eigenvalue X of the continuous problem (10). Take
the case where X is simple. In this case, A is associated with one eigenfunction
u. Find the k—th eigenvalue \; of FE problem (11). Since the eigenvalues
of the FEM converge to the continuous problem, we can assert that A, is also
simple. Thus )y, is associated with only one eigenfunction w;,. See Shaidurov
[18] for details.

Let us introduce now the FE projection Ry, € H}(Q) — Vo foru €
H (), let

a(u,v) = (f,v) Vv e Hy(Q)

(or —Awu = f when v is an eigenfunction), Ryu is defined by the equation
ah(Rhu7U) = (fav) Vo € Vh,O-

In particular, for u being an eigenfunction, we have
a(Ruv)—(—Auv)—a(uv)—Z/ 8—uvals Yv eV,
h ht, - ) — Gp\U, - e on h,0

where QJe is the boundary of e. So, the projection R;, is not orthogonal in
general:

ap(u — Rpu,v) = Z/a Z—Zvds # 0. (12)

This is the nonconforming error, c.f. Strang [21].

Theorem 4. The error of FE eigenvalue reduces into the errors of the interpo-
lation »; and the projection Ryu:

A=A = MNu—uyp,pu) —ap(u —ur, Rpu) + ap(u — Rpu, Ryu)
—Alu = upf3 + |Rpu — uplF

1
Ry —unlin < CAn = Al + llun —ullo), |- len = Ol - I170)2.

The proof is based on simple algebraic operations. See Lin and Lin [8].
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By the above theorem, in which the last two terms are higher order, we can
concentrate ourself on the expansions for the integrations of interpolation error
and projection error:

ap(u — Rpu, Rpu), ap(u —up, Rpu), (u—ur, pu). (13)
In this article we mainly consider two nonconforming elements:

(1) Q" element for square meshes:

Vh = {UE LQ(Q),U‘Q Espan{17x7y7x2_y2}7

/v]elds = /v|€2d5 if egNey = l},
! !

Vo = {UGVh,/v|eds:01feﬂaQ:l}.
l

For u € H'(Q), the interpolation u; € V}, is defined as follows: on the
four edges I; of the element ¢

/(ul —u)ds=0, i=1,234.
l;

where [; are the four edges of the element e.

(2) Generalized Q[Ot element for rectangular meshes:

Vi = {v € L*(),v|e € span{l,z,y, 2%y},

/v\elds = /v|82ds ifegNey = l},
l l

Vho = {UGVh,/v\eds:Oifeﬁé)Q:l}.
l

For u € H'(Q), the interpolation u; € Vj, is defined by one more
condition:

/('LL[—U)dS—O, 1=1,2,3,4; /(u[—u)—O.
l; e

We first list the dominant terms of the expansions for the integrations in (13),
and the corresponding dominant terms for the errors of eigenvalues of FEMs
(1), (2), (3) and (4) in Section 1 on square meshes.
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FE an(u — Rpu, Rau) an(u —ur, Rhu) (u =, pu)
coi | MR [, 0
Q, 0 é Z(hi + kg) /e Uzallyy | —3 Z /e(h?fu” + kz“yy)/’u
FE Dominant term of A, — A
Q';Ot —23£ Uzy + %2 /(um +uyy)? = %/(uzz — uyy)’?
GQIot —23ﬁ ul, <0
Q, _QSLZ /Uiy + %2 (Usa + Uyy)® = %2 /(uiz + )
o, v [+
12

Notice that Q1! could leads to A, = A when p = 1 (i.e., tzy = 1uyy).

We now start to prove the above integral table and the corresponding eigen-
value error expansions. We want to first expand for both Q7! and GQ°! the
projection error:

ap(u — Rpu,v) = Z —vds = / / ugvdy + ( / / uyvde,
o 86 lh I3 lo ly

where [1, I3 and I, [4 are the right, left and above, below edges of e, respectively.

Since v € V},, we have v|eld3 =

/ /uxvvdquZ/ /uyvv T
ll l3 12 l4

where 3|, = /vds/|l| and thus for v € V}, (i.e., v € QT or GQIOY)
!

/U\Gst for e; N es = [ and therefore

ap(u — Rpu,v)

(14)

— (4 — _ Yy —.)? k_g i = 1.3
= (¥ — Ye)vy 9 (Y — ye) +3 y =1

since v |;,= {1,y — ye, (y — 98)2}'

Lete € Th: e = [xe — he, Te + he| X [Ye — ke, Ye + kel
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Lemma?7. If v € V}, then

_ k2 4k A
( l - , Juz(v—0)dy = 3 umyvy_ﬁ Uz gy Vyy +O(R7)|ul5 e|v]1 -
1 3 e e

Proof By (14)

(f = [ueto =y
= QA—lLMwa—%ﬁ@—%f<@—yJ”+§>)dy

= [ e (g — ooy — (y—-yJQ-Féé dxdy.  (15)
e 2 3

Here we have used integration by parts and that v,, = v, = 0. Denote the
right-hand side of (15) by 1. We can use the Bramble-Hilbert Lemma to check
the expansion

k2 Ak} 4
I'= g [ UazyUy = e [ UzayyUyy + O(h%)|uls.elvl1e- (16)

In fact, the expansion can be checked on the standard reference element é =
[—1, —1] x [—1, 1] for the polynomial & € Py(é):

R o . 1\ 0y .. r>ro 4 . o
/Ujf <yvg — <y2 + §> %) dxdy—g /AUjigU@dﬂidy—l-E /Ujjggvy@d:cdy =0.
é é é

Lemma 8. If v € V}, and T}, is uniform, then

_%+@
3

an (it — By, v) — /Q taayyt + O [ullsl|o]l2.0-

Proof Since T}, is uniform: h. = hq, k. = ho. Integration by parts in the
first term of the right-hand side of (16):

Z/uxxyvy = / szyyquZ(/ /)uxxyvdf-
e e Q e 12 l4

Using the expansion for v:

(v—0)
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and integration by parts,

> | = [ usapvae = > [ = [ruto =y
- 3 [ = [rien (@ = =5 (@ = + %)) o
= 5 [ (1= = 5 (64 57 ) ) sty
-3 [t B @)o -+ OOl

= — Z /E(x)(uzmxyyvz + urmyyvxr) + O(h2)|U’4|U‘27h

= O(h?)|ulls]lvll2,n,
where E(z) = ((z — x.)? — h?)/2. From (17), we obtain

S [ty == | s+ O ulslo

2,h-
By the same reason
Z/eufyyvf = —/Qumyyv+0(h2)\|u||5ﬂv 2.h-
Consequently, Lemma 8 follows.
Taking v = Rpu in Lemma 8, we have
onu— Ry R = LI [ R Ol i
_hi+hs

= / Uyt + O(h).
3 Q

Here we have used | Rpu —ullo < Ch?and || Rpulls,, < C. Thus, we obtained

for both Q! and GQ!O! the same expansion for the projection error in (13).
For expanding the interpolation errors in the first two terms of (13) we need,
however, a separate study for GQ° and Q°t.
For GQ'O we have

Lemma9. If V3 is GQ{Ot space, then uy € V}, is an orthogonal interpolation
of « under the piecewise H'! inner product:

ap(u —uy,v) =0. (18)
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And, u; is an almost orthogonal interpolation of « in L:

/e(u—ul)v -

h? k2

~ 5 [ wsarvs = 35 [+ OGO lulsclilo = OB alllvln

Proof To prove the first formula we need integration by parts and use the
definition of w; and that vz|e, vz|;, (¢ = 1,3) are constant:

Jw= e == [t wen + /Z - /l ) = wr)vady = 0.

To prove the second formula, by the Bramble-Hilbert Lemma we only need to
check the expansion on the standard reference element for the cubic polynomial:

ol
8 |y
<

Uy 0 x 3Y

Taking v = (pu); in the second formula and noting that

l(ew)rlln < llpu = (pu)illin + llpully < Cllpulls,

we obtain the expansion:

(u—wur,pu) = (u—wur(pu)r) + (u—ur,pu— (pu)r)
O(hY|lullall(pu)r|l1,n + OB || pull3 = O(R).

By Theorem 4 and the above expansions we obtain

Theorem 5. 1If V;, is GQYt space and 7, is uniform, then

hi+ h3 h? + h3
L2 [ e 0 = =122 [ a2, o),

A — A =—

Lemma 10. If V}, is Q[Ot space and T, is a square mesh, then (18) holds too.
And, u; is not an orthogonal interpolation of u in Lo:

h
(w—upv = —— [ (ugg + uyy)v 30 (Uz:mcvx + Uyyyvy)

v / (tzeyy + tyyevs) + ()
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Proof To prove the first formula we need integration by parts and use the
definition of w; and that g—fﬂli is a constant and Av = 0:

/EV(u —ur)Vou = /66(u - u])%ds - /e(u —ur)Av = 0.

To prove the second formula, by the Bramble-Hilbert Lemma we only need to
check the expansion on the standard reference element for the cubic polynomial:

u e Ty 9 & 2y | w2 | 5

w | 5+56@7-y) [0 [5-56@"—y) [z gy|galy

The second formula leads to

h2
(u=ur,0) =~ [ (s + o+ OB ulalo

|1,

Taking v = (pu); and noting that

lpw = (pu)1llo < CR?|lpullz,  [I(pw)illo < Cllpull2,

we obtain the expansion
(u—ur,pu) = (u—ur(pu)r)+ (u—ur, pu— (pu)r)

h2
— —g/(um« +uyy)pu+0(h4).

By Theorem 4 and the above expansions we obtain
Theorem 6. If V;, is Q{Ot space and T, is a square mesh, then

2h? h? 4
A=A = —— UgzyyU — —A (u:px + uyy)pu + O(h )
3 Ja 6 Ja
h? 2 4
= 5 (Ugz — Uuyy)” + O(R").
Q
About eigenfunctions: the error expansion method (or extrapolation) is not
efficient for FE eigenfunction itself but efficient for postprocessing FE eigen-
function.
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1. Introduction

In this paper we consider models of periodic, elastic lattice block materials.
In the last four decades such materials have been used in many engineering
applications. A lattice block material is a composition of connected thin beams
which can be arranged in various different ways forming cells and trusses. As
a consequence, the designed materials can have different elastic properties.
Certain advantageous properties of these materials are: they are light and can
withstand considerable forces. Animportant question in the design of such light
but strong materials is: How to arrange the beams in order to achieve desired
strength and flexibility behavior. One effective way of providing an answer
to such question is given by appropriate mathematical and numerical models
for these materials. In the recent years, there have been developed models
describing the elastic properties of lattice block materials (see for example
Babuska [5, 7]). In this paper, we shall deal with models based on linear
elasticity and describing the displacements in a lattice block material. Such
model usually derived from the Hooke’s law for a single beam and then a
superposion principle is applied to combine all beam equations in a global
coefficient matrix. Thus, finding the displacements due to stretching, bending
and twisting forces in a lattice block material is reduced to the solution of a
linear algebraic problem of a huge size. Typically, the number of beams in a
practical application will be in the range 107 — 10° and the solution of these
systems of equations requires considerable amount of computing resources.
We focus on the development of uniformly convergent iterative methods for the
solution of the algebraic problem.

We shall report some numerical results on the application of an algebraic
multigrid method for the solution of the resulting algebraic system. The reason
we choose the algebraic multigrid roots mainly in the fact that such method
can be tuned up to cope with wide range of the elastic parameters and thus is
applicable to many practical situations. The multigrid technique we shall focus
on is based on the operator dependent prolongations, which in turn are defined
by using various energy minimizing techniques (see [6, 8, 10, 11, 25, 27, 35]).

The algebraic problems corresponding to the lattice material models are in
fact similar to the solution of systems of elliptic partial differential equations.
In this work, we have extended the multigrid techniques to the case of equation
groups, and we have developed a class of AMG methods called AMV (using
the V-cycle as iterator) and APCG (preconditioned conjugate gradient with
V-cycle as preconditioner). The numerical experiments we have performed,
convincingly show that these methods converge independently of the size of
the problem or the parameters considered. In addition, the methods presented
in this paper are also efficient for general truss materials which are not always
of periodic structures.
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The rest of the paper is organized as follows. In section 2, we set up the
discrete models on lattice block materials. In section 3, using some common
iterative methods, we report on some numerical results for the the discrete mod-
els. In section 4, we present two possible constructions of iterative methods for
the lattice materials. and present some numerical data which shows the robust-
ness of the method. In section 5, we make further analysis and propose some
approximate, “homogenized” continuous differential models, corresponding to
the discrete algebraic equations.

2. Discrete model on lattice block materials

Following the models described in [2, 5, 7], we view the lattice material
as a composition of periodic trusses (cells). One important parameter, will
be the number of vertices in such periodic cell (we denote this number with
g throughout the paper). To introduce some formality in the description, we
associate with the lattice material a graph G. The periodicity then means, that
we can recover G by translating of a subgraph G, C G which has g vertices.
This subgraph is called cell and its vertices are called reference nodes. The
lattices with ¢ = 1, 3 and 4 are shown in figures 1-3. A little bit more precise
definition is as follows.

Definition2.1 Given graph G=(V,E), let G = {G; = (Vi, E;)},i=1: N bea
collection of subgraphs of G such that UY_, V; = V. We define the factor graph
G/G = (V, &) in the following way

1) V={G;},i=1:N.
(2) (Gi,Gj) € € iff there exists v; € V; and v; € V; such that (v, v;) € E.

Definition 2.2 We call graph G = (V, E) a periodic lattice in IR? if and only if
there exists a subgraph of G such that a finite number of its translations cover
the vertex set of G and the corresponding factor graph is isomorphic to the usual
integer lattice in IR?. The mathematical model describing the elastic forces in
such a lattice is derived by using a one dimensional elastic beam model, written
for every edge. To describe this model, we consider a horizontal beam and a
rotated beam with the angle ¢ as shown in figure 4. We assume that all beams
have modulus of elasticity F, cross section S and moment of inertia 7. Let
L denote the length of a beam, [x;,y;,0;]" Fif, F and M; denote the local
deflections vector and nodal internal forces at node j, (j = 1, 2), respectively.
Let us set X = [xl, yl,Hl,mg,yg, Hg]t, F = [le, Fly, MI,FQT, F2y7 Mg]t. and
describe the relations between the deflection vector X and the internal force
vector F.  We consider a horizontal beam as shown in figure 4(a) and assume
that the deformation of the beam satisfies the principle of superposition and
the beam is an undetermined one. In the right-handed coordinate system, the
displacement is counted as positive and consistent with the coordinate axis
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Figure 1.  Square lattices ¢ = 1

& =ub ] =_fack

Figure 2. Graph factorization and periodicity—square lattice, ¢ = 3

L =TI ] C_fact
Figure 3.  Graph factorization and periodicity—honeycomb lattice, ¢ = 4

direction and the twist is measured in counterclockwise direction. Similar
conventions apply to the internal forces as well. For a beam which is fixed at
its right endpoint the deformation can then be decomposed using three basic
deformations as shown in figure 5. If X = (z1,0,0,0,0,0)¢, as illustrated in
figure 5(a), we then have by Hooke’s law that

SE SE
[F1x7F1va17F2x7FQyJM2]t - [—70707

L —T,0,0}tfl (21)
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Further, we suppose X=(0,1,0,0,0,0)%, as shown in figure 5(b). We can get
the deflection function V' (z) = y1(£ — 1)%(2% + 1). It is known that the

beam has an upward shearing force FY=ETV" (z)=12EL at its left endpoint.
According to the equilibrium of forces there is a downward shearing force
Fy=—EIV" (x)=—12EL at the right endpoint. These forces, produce a pair

of moments rotating clockW|se To reach the balance of the moments, there

should be a pair of moments acting on the beam namely M, =ETV" (0)= $&Ly,,

My=EIV"(L)=5ELy,. Accordingly, we have

12E1 6FE1 12E1 6E1.,

TR PRy iy R
Finally, we consider X = (0,0, 61,0, 0,0)?, as illustrated in figure 5(c). Again
we solve for the displacement to obtain that V (z) = 612(% — 1). By using
the moment M;=EIV" (0) = *ELg, at the left endpoint of the beam and the
same moment M>=FEIV" (L) = 2ELg, at the right endpoint and the balance
equations for the moments, WeobtalntheshearmgforcesFy—EIV”’( 0)=ELg,
and Fy=EIV" (L)=—"CEL9,. Therefore, we have that

6FE1 AET 61 2FE1
2’ L7 1?2 L
In analogous way, we can derive the relations between the internal forces acting

[Ff7Ff!7M17F2z7F2va2]t == [07

2.2)

[Ff:7F{J=M17F§7F2yaM2}t = [07 ]t91 (23)

al (k]

Figure 4.

ata lattice node and the displacements of the beam fixed at its left endpoint under
the three basic deformations

SE SE

[FlaFlvalvF27F27M2] _$2|: L’O’()’T

t
,0,0} (2.4)
12EI  6EI _12EI 6EI"
I3 0 277 I3 2
(2.5)

[Ff,Ff/7M1,F§,F§,MQ]t:y2 |:07_
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6EI 2EI 6EI 6EI

[le7F1va17F2IaF2yaM2}t:92 07 (26)

L2 L7 L2 L
From equations (2.1)—(2.6), we obtain
SE/L 0 0 —SE/L 0 0 17T
0 12E1/L®  6EI/L* 0 —12EI/L3® 6EI/L?
0 6EI/L? 4ET1/L 0 —6EI/L?* 2EI/L
-SE/L 0 0 SE/L 0 0
0 —12EI1/L?® —6EI/L? 0 12EI/L® —6EI/L?
0 6EI/L? 2EI/L 0 —6EI/L? 4EI/L
Fpe
FY
_ My
— Fy
Fy
M,

To simplify the notation, let us introduce two parameters o = ;iﬁ and A = LO

where L is the length of the shortest beam in the lattice. For example for a
cuboid beam, « is proportional to LQ, where h and L are the height of cross
section and the length of the beam. In such case, small values of « correspond
to long and thin beams. By re-scaling in equation (2.7), we get the following

local (for each cell) relation

AU, = F,, (2.8)
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where
[ 1 0 0 -1 0 0 ]
0 a\? %a)\ 0 —a)? %a)\
A — AY Af _ 0 iai Ta 0 —iax o
0 —a)? —%a)\ 0 a\? —%a)\
| 0 %a)\ FQ 0 —ia) s |

and the the corresponding local displacement and force vectors are then as
follows

U —[Ue. et — (2L YL g T2 Y2 pu
[ [ 1 2] [LO’LO’ 15L05L07 2]’

1 My My
Fe:[FlevF;]t = @[le7F1va—07F2x7F2yaL—O]t

Following analogy with the finite element method, w shall call A. and F.
the element stiffness matrix and the element load vector of horizontal beam,
respectively. Let us now consider rotated beam as shown in Figure 4(b). We
have that AU, = F., where U,, F. are element stiffness matrix and element
load vector in the local coordinate system o&n, respectively. Using the rotation
U¢=U,U¢ we obtain

Az/),eUe = Fw,ey (29)
where
cosy siny 0 t ge t e
Uy=| —siny cosy 0 |, Ape Uy AUy Uy AfpUy

0 0 1 €T | ULAs Uy ULAS Uy |0
Ul Ff
— o1
F¢76_|:U1§)F26:|.

Let U,,U, and Uy be the deflection vectors in x direction, y direction and
¢ direction, and F,,F),, Fy are the corresponding load vectors. By assembling
together the equations for all beams, we obtain a system of linear algebraic
equations as follows

U, F,
AU=F, U=|U,|, F=|F|. (2.10)
Uy Fy
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3. Iterative methods for lattice block materials

To design an iterative method for the solution of (2.10), we first split A in
the following way

A A Az
A= | Al, Ay Ass
Afy ALy Az

We shall focus our attention on a square grids and 1-lattices, i.e. ¢ = 1in
Figure 1. Let NN = n x m denote the total number of cells, where n and
m denote the number of cells in x direction and in y direction, respectively.
The boundary conditions which we set are, that a given initial displacement
(0.2,0,0)* is prescribed at a fixed boundary node and an external force vector
(0,0,0.2)" t a fixed internal node. We further assume that the displacements
of the rest of the boundary nodes and the external forces are all zero. To
apply an iterative method for the solution of the resulting algebraic problem,
let us consider the following general iteration towards the solution of AU = F
as follows: Given initial guess U, U(*+1) s obtained from U*), by the
following relation:

Uttt = y®) 4 B(F — AU®) 32)

where the iterator B is usually taken to be some approximation of A—!. We sum-
marize in table 3.1 some performance comparison for several iterative methods
when applied towards the solution of (2.10). The results presented are when
B in (3.2)corresponds to block Gauss-Seidel iteration (G-S). We also present
results for other iterative methods (not of the form (3.2), such as Conjugate
gradients (CG) method and Preconditioned conjugate gradients method (PCG)
with incomplete LU decomposition as preconditioner (ILU(0)-PCG).

In table 3.1, the number of iterations for two different types of lattices are
shown. We consider square grids without the diagonals, and also square grids
with a beam added to each cell-one of the diagonals of the square. For the
square grids without the diagonals A = 1. Accordingly for a square lattice with
diagonals, A\ = 1 for a horizontal beam or a vertical beam, and \ = % for the

diagonal beams. The stopping criteria of all iterative methods is ||r¢||/||ro]| <

1075, where ry, is the residual vector at the k-th iteration and rq is the initial
residual.
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@ NN G-S method | CG method | ILU(0)-PCG
64 %64 2666 181 60
2254 183 59
0.9 128x 128 6678 323 106
6483 275 95
256256 > 12000 560 178
> 10000 482 154
64 %64 1940 198 42
1795 187 49
0.125 | 128x128 4734 324 69
5148 326 83
256 x 256 9624 564 105
> 10000 498 143
64x64 2360 232 18
1747 221 41
0.01 | 128x128 6516 383 30
5089 350 71
256256 > 12000 616 47
> 10000 524 107

Table 3.1. Convergence behavior of different iterative methods.

8x8 16x16 | 32x32 | 64x64
a=1.0 34.146 | 138.633 | 560.141 | 2252.54
o= ﬁ 5493.94 | 5971.95 | 6101.60 | 6134.44

Table 3.2. Condition numbers for B A for the square grids without diagonals.
B corresponds to block Gauss-Seidel iteration.

8x8 16x16 | 32x32 64 <64 128x128

a=0.9 31.193 | 127.365 | 517.715 | 2090.858 | 8401.805

o =0.125 37.75 142.752 | 570.327 | 2284.245 | 9141.581
o =0.01 | 410.319 | 432.528 | 607.235 | 2421.664 | 9678.807

Table 3.3. Condition numbers for A for the square grids with diagonals.

8x8 | 16x16 | 32x32 | 64x64 | 128x128

a=0.9 3.818 | 12.419 | 46.978 | 185.672 | 741.432
a=0.125 | 2376 | 6.284 | 21.969 | 84.253 333.311
a=0.01 | 1.273 | 1.845 4.190 13.101 50.772

Table 3.4. Condition number of B A for the square grids without diagonals,
where B corresponds to ILU(0).
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8x8 | 16x16 | 32x32 | 64x64 | 128x128
a=0.9 4484 | 14.285 | 52.520 | 206.672 | 825.360
a=0.125 | 3.516 | 9.889 | 35.037 | 135.589 | 538.065
a=0.01 | 3334 | 9.022 | 31.380 | 120.046 | 474.553

Table 3.5. Condition numbers for BA for the square grids with diagonals,
where B corresponds to ILU(0).

From Tables 3.2 - 3.5, we see that the condition humber of BA increases
as the number of lattice nodes increases for a given «. Also for a fixed mesh
(i.e. fixed number of vertices), when « decreases, the corresponding condition
number increases. This leads to the conclusion that the a simple iterative method
is not good choice for the solution of (2.10) and in the next section we test some
more sophisticated techniques for the solution of (2.10).

4, AMG method and numerical experiments
4.1 Block Gauss-Seidel iteration based on AMG method

As a basic product method iteration, let us consider the following Gauss-
Seidel method for the solution of (2.10),

Uy «— ATNF, — AU, — A13U,),
Uy — Agy (Fy — AU, — AgsUy), (4.1)
Up — Azs (Fp — Af3Us — AB3Uy)

Obviously, the CPU time consuming part of such iteration is in the computing
of the inverses of the diagonal blocks. The first algorithm, which we propose
is in fact an algebraic multigrid algorithm for each of the diagonal blocks. Let
us briefly describe here the main part of such algorithm, namely the coarsening
phase. We shall briefly describe the important steps in such algorithm below
only for the matrix Ay;. For the other two diagonal blocks, the algorithm is
analogous.
Algorithm 4.1

Step 1 Define the set of coarse nodes (e.g. pick a maximal independent set of
vertices in the graph corresponding to A;1). Define the nonzero pattern of
the prolongation matrix. and initial prolongation matrix by using simple
piece wise constant interpolation.

Step 2 Correct the above initial prolongation operator, by using the techniques
developed in [8] or some energy minimization procedure (e.g. minimiz-
ing the trace of PL A, P,.

recursion Apply Step 1 and Step 2 recursively to obtain the coarse matrices on all
levels.
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Applying algorithm 4.1 to to obtain a sequence of coarser subspaces, we ob-
tain a AMG method approximate A;il, i =1,2,3. The results are summarized
intable 4.1-4.4

without diagonals with diagonals
@ NN BAPCG-GS | BAMV-GS | BAPCG-GS | BAMV-GS
64 %64 14 14 18 18
3 2 4 3
128x128 13 14 18 18
0.9 4 2 5 3
256256 13 14 18 18
4 2 5 3
64 %64 10 10 13 13
4 3 4 4
128x 128 10 10 13 13
0.125 4 3 5 4
256 %256 10 10 13 13
4 3 5 4
64x64 8 8 11 11
8 11 5 4
128x 128 8 8 11 11
0.01 8 11 5 4
256256 8 8 11 11
9 11 5 4

Table 4.1. Convergence of block Gauss-Seidel iteration. The first row for each
grid isthe number of outer iterations, the second is the number of inner iterations.
The columns correspond to various methods used for the inner iteration for A7,
i.e. BAPCG denotes PCG with V-cycle as preconditioner as an inner iteration
and BAMV s just V-cycle as inner iteration.

4.2 Condition numbers of the block Gauss-Seidel iteration

We consider the square 1-lattices with and without diagonals. In this para-
graph, we present numerical results related to the conditioning of each of the
diagonal blocks and also a table giving the spectral radii of G = I — B A, where
B in (3.2) corresponds to block Gauss-Seidel method.

8x8 16x16 | 32x32 64x64 | 128x128

a=09 25.274 | 103.087 | 414.275 | 1659.344 | 6638.096
o =0.125 | 25.274 | 103.092 | 413.203 | 1657.952 | 6442.095
a=0.01 | 25.097 | 102.438 | 412.413 | 1674.331 | 6691.433

Table 4.2. Condition number of Ay;.



300 RECENT PROGRESS IN COMPUTATIONAL AND APPLIED PDES

8x8 | 16x16 | 32x32 | 64x64 | 128x128
a=0.9 2.788 | 2.943 2.986 2.995 2.992

a=0.125 | 2.788 | 2.944 2.987 2.982 2.979
a=0.01 | 2.789 | 2.929 2.939 2.938 2.938

Table 4.3. Condition number of A;;.

8x8 | 16x16 | 32x32 | 64x64 | 128x128
a=0.9 1.023 | 1.026 1.051 1.098 1.346

a=0.125 | 1.021 | 1.033 1.072 1.127 1.475
a=20.01 | 1.019 | 1.256 1.680 2.093 2.567

Table 4.4. Condition number of BA11, B corresponds to the AMG V-cycle in
(3.2).

p(G)/NN | 16x16 | 32x32 | 64x64 | 128x128 | 256x256

a=1.0 0.480 0.495 0.498 0.499 0.499

a=0.5 0.403 0.450 0.471 0.485 0.492
a=0.125 | 0.306 0.395 0.443 0.466 0.481
a=0.015 | 0.133 0.255 0.358 0.424 0.452

Table 4.5. Spectral radii of G = I — BA, where B in (3.2) corresponds to the
block Gauss-Seidel iteration.

The results in table 4.5 show that the block Gauss-Seidel iteration provides an
optimal preconditioner for 1 lattices. But unfortunately, this is not the case for
other type of lattices. Intable 4.6 the results are shown about 4 lattices and it can
be easily seen that such iterative method is not optimal in this case. For example,
from the results in table 4.6, we can conclude that for 4-lattices, the number
of iterations needed for the PCG with block Gauss-Seidel as a preconditioner
depend heavily on the value of the parameter «. When « is very small, the
number of iterations makes this method unusable. In the following paragraph,
we shall discuss corresponding AMG method which is directly applied to solve
the equations (2.10) converges uniformly with respect to .

iter.num/NN | 8x8 | 16x16 | 32x32 | 64x64 | 128x128
a=0.5 22 23 22 22 22
a=0.1 49 51 51 51 51
«=0.01 357 394 > 1000 | > 1000 | > 1000

Table 4.6.

4.3 Algebraic multigrid method

The algebraic multigrid method we consider is based on a generalization of
algorithm 4.1. The new two level algorithm is as follows
Algorithm 4.2
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Step 1 Using algorithm 4.1, we get interpolation operators P,, P, and Fy of all
grid levels from three diagonal sub-block matrices of stiffness matrix A
in the equations (2.10), respectively.

Step 2 Use P, P, and Fy in the following way and get the global interpolation

operator P
P. 0 O
P=1[0" P, 0
ot 0t B

Step 3 Define the coarse grid matrix as Acpqrse = PAP.

The corresponding multilevel algorithm is obtained as a recursive application
of algorithm 4.2. In the numerical experiments, we used the algorithm 4.2 to
construct a sequence of nested spaces. The corresponding V-cycle algorithms
we shall call AMV method and the corresponding PCG iteration with AMV as
a preconditioner, we call APCG. The numerical results for g = 3and ¢ = 4 are
summarized below.

4.3.1. Case ¢ = 3. We consider lattice block materials with ¢ = 3 as shown in
Figure 2 with n x m cells and the same boundary and external force conditions
as for the previous case ¢ = 1. The corresponding numerical results are given
in table 4.10 and table 4.11. From these results we can see that the APCG
method is very good choice for the solution of the algebraic system.

4.3.2. Case ¢ = 4. We now consider the honeycomb materials (see Fig. 3) with
the same boundary and force conditions. Assume that there are n macrocells in
direction = £(3, v/3)" and m cells in direction § = /3(0, 1)*, respectively.
The results are summarized in table 4.10 and 4.12.

without diagonals with diagonals
APCG method AMV method APCG method AMV method
cline3-8 o NN nr tp nr nr tp nr
32x32 4 | 0.0192 3 5 | 0.0558 5
0.9 64 x64 4 | 0.0196 3 5 | 0.0559 5
128x128 | 4 | 0.0203 3 5 | 0.0559 5
256x256 | 4 | 0.0204 3 5 | 0.0560 5
32x32 4 | 0.0238 4 4 | 0.0303 4
0.125 64 x64 4 | 0.0282 4 4 | 0.0311 4
128x128 | 4 | 0.0292 4 5 | 0.0414 4
256x256 | 4 | 0.0294 4 5 | 0.0422 4
32x32 7 | 0.1164 12 4 | 0.0278 5
0.01 64 x64 8 | 0.1538 15 4 | 0.0275 5
128x128 | 8 | 0.1768 16 4 | 0.0280 5
256x256 | 8 | 0.1767 16 4 | 0.0282 5

Table 4.7. 1-lattices, n; is the number of iterations needed to achieve the desired
stopping criteria and ¢, is the average reduction per iteration.
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8x8 | 16x16 | 32x32 | 64x64 | 128x128
a=0.9 1.05 1.07 1.10 1.16 1.33
a=0.125 | 1.03 1.07 1.13 1.18 1.54
a=0.01 | 1.03 1.32 1.96 2.64 3.43

Table 4.8. 1-lattices, square grid without diagonals. Condition number of
preconditioned matrix.

Table 4.9. 1-lattices, square grid with diagonals:

8x8 | 16x16 | 32x32 | 64x64 | 128x128
a=0.9 1.06 1.12 1.40 1.42 1.47
a=0.125 | 111 1.22 1.29 1.39 151
a=0.01 | 111 1.22 1.30 1.42 1.58

condi

tion numbers.

9=3 g=4
APCG method AMV method APCG method AMV method
e NN ny to ny ny tp nr
16x16 7 | 0.1078 8 5 | 0.0372 5
32x32 7 | 0.1222 9 5 | 0.0373 5
0.9 64 x 64 7 | 0.1356 9 5 | 0.0386 5
128x128 | 8 | 0.1531 9 5 | 0.0388 5
16x16 8 | 0.1553 15 8 | 0.1550 14
32x32 8 | 0.1683 15 8 | 0.1576 14
0.125 64x64 8 | 0.1752 15 8 | 0.1586 14
128x128 | 9 | 0.1917 15 8 | 0.1655 14
16x16 8 | 0.1722 22 22 | 0.5284 141
32x32 9 | 0.2085 23 23 | 0.5453 141
0.01 64x64 9 | 0.2065 23 24 | 0.5516 141
128x128 | 9 | 0.2073 23 24 | 0.5539 141

Table 4.10. 3-lattices, ny is the number of iterations needed to achieve the
desired stopping criteria and ¢, is the average reduction per iteration.

before preconditioning after preconditioning
8x8 16x16 | 32x32 64 %64 8x8 | 16x16 | 32x32 | 64x64
a=0.9 121.55 | 490.54 | 1967.17 | 7925.18 | 1.46 1.78 2.01 2.81
a=0.125 | 140.56 | 568.39 | 2300.07 | 9240.13 | 1.79 251 2.87 3.14
a=0.01 | 57541 | 638.18 | 2576.36 | 10365.74 | 2.06 3.19 3.90 431

Table 4.11 3-lattices: Condition numbers.
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before preconditioning

after preconditioning

8x8 16x16 32x32 64 x64 8x8 | 16x16 | 32x32 | 64x64
a=09 8126 | 34653 | 143143 [ 5821.15 | 115 | 124 1.39 1.56
a=0.125 | 12455 | 52812 | 217577 | 8840.46 | 1.89 | 2.28 2.81 3.03
a=0.01 | 122051 | 4536.45 | 18141.77 | 72986.7 | 1430 | 20.10 | 25.94 | 29.16
Table 4.12. Honeycomb lattices: Condition numbers.

G-S CG ILU(0)-CG | APCG | AMV

@ NN CPU-time | CPU-time CPU-time CPU-time | CPU-time
32x32 11.81 1.16 0.66 0.61 0.71
0.9 64x64 118.80 571 341 2.36 1.98
128x128 | > 500.00 | 39.00 2153 9.34 7.08
32x32 8.84 1.10 0.44 0.77 0.83
0.125 | 64x64 85.02 6.20 2.36 2.37 2.36
128x128 | > 500.00 | 39.16 21.86 9.17 8.95
32x32 10.00 1.49 0.22 1.04 1.59
0.01 64 x64 104.68 7.03 1.04 3.90 6.32
128x128 | >500.00 | 46.30 5.98 14.94 26.53

Table 4.13. 1-lattices with diagonals: CPU time comparison.

G-S CG ILU(0)-CG | APCG | AMV

« NN CPU-time | CPU-time CPU-time CPU-time | CPU-time
32x32 13.40 1.20 0.77 0.71 0.76
0.9 64 %64 140.61 7.74 434 2.69 2.64
128x128 | > 500.00 | 44.54 27.25 10.05 10.05
32x32 12.14 1.37 0.66 0.60 0.60
0.125 | 64x64 111.94 7.97 3.63 2.31 2.31
128x128 | >500.00 | 52.62 24.66 9.94 8.23
32x32 11.48 1.97 0.60 0.72 0.99
0.01 | 64x64 109.47 9.17 3.08 2.36 2.63
128x128 | > 500.00 57.56 20.38 8.57 9.72

Table 4.14. 3-lattices: CPU time comparison.
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G-S CG ILU(0)-CG | APCG AMV
« NN CPU-time CPU-time CPU-time CPU-time | CPU-time
32x32 81.51 5.27 231 3.08 3.68
0.9 64 x 64 700.03 34.06 15.27 11.31 13.79
100x100 | > 1000.00 | 116.44 70.69 31.91 38.78
32x32 64.15 5.82 1.97 3.40 5.61
0.125 64x64 581.05 35.75 11.81 13.13 22.30
100x100 | > 1000.00 | 122.43 40.64 38.56 57.39
32x32 63.88 6.92 1.64 3.73 8.02
0.01 64 x64 601.21 40.59 9.66 14.56 32.74
100x100 | > 1000.00 | 132.37 41.58 39.00 84.53

Table 4.15. Honeycomb lattices: CPU time comparison.

From these numerical results, it can be concluded, that the APCG method
is efficient and robust with respect to the number of lattice beams and the
parameter ««. From the results presented in Table 4.12, it can also be seen that
the condition numbers of the coefficient matrix rapidly increase as the size of
problem increases and « becomes smaller. The preconditioned system behaves
however in a different way, and the condition numbers corresponding to the
APCG method are uniformly bounded for larger values of the parameter «, but
they increase for smaller « as has been numerically observed in Table 4.11.
Our guess is that such behaviour for small values of « is due to the fact that the
point Gauss-Seidel relaxation, is not a good smoother in this case.

5. Conclusions and some remarks on the corresponding
continuous models

To justify the convergence of the constructed methods in a general situation
is a rather complicated task. But in some special cases, it is possible to derive a
“homogenized” differential model. In these cases, the standard techniques for
proving the convergence of the multigrid method can be applied. For example
it can be easily derived that on square grids, the coefficient matrix A, up to an
order L? is the finite element matrix, corresponding to the discretization of the
following system of partial differential equations:
9%y 92u 00 __ fl

gz~ Yoy T Yoy T

Using this continuous model, a new preconditioner can be obtained, by using the
discretization of these equations with finite element method. The corresponding
numerical results are given in Table 5.1.
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iter.num/NN | 16x16 | 32x32 | 64x64 | 128x128 | 256x256
=09 13 14 13 13 13
3 3 4 4 5
=0.125 9 10 10 10 10
3 4 4 5 5
«=0.01 6 7 8 8 8
5 7 8 8 9

Table 5.1. Numerical results for (5.1).
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For square grids with diagonals, another approximate continuous model can
be obtained. The corresponding system of differential equations is as follows.

_842v2420 9%u _ 2V24(8+V2)a 9%y _ 2V2(2+a) §%u

8 Ox? 8 oy? 8 Ozdy
(2-a)v2 9%y | 0% 9%y V20 80 4+V2 . 00 _
— 5 (g T o T2mmy) ~ T ae 1 gy = N
_2V24(8+V2)a 920 842v24Vv2a 920 _ 2V2(24+a) 9%
8 Ox? 8 oy? 8 Oxdy
_2=a)v2 9% | 9%u 0%u \ 4 4+V2 00 | V2000 _
5 (gt t 557 +25m5) + —7—ag, + %5, = f

V20 0u | 4+V2 Ou _ A+V20v _ V2adv | 4+2f_2a.9 = fs.

1 oz 1 %y 7 Y9z 1 oy

(5.2)

We hope that some quantitative convergence results related to the convergence
of Gauss-Seidel preconditioners and the algebraic multigrid methods can be
obtained by using these continuous models. Such areas will be a subject of

future research.
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ON THE EXISTENCE OF SYMMETRIC THREE
DIMENSIONAL FINGER SOLUTIONS

Jianzhong Su and Bao Loc Tran
Department of Mathematics, The University of Texas at Arlington,
Arlington, Texas 76019, USA

Abstract In this note, the existence problem of symmetric 3-dimenensional finger solutions
of Mullins-Sekerka equation is studied. The finger solutions are traveling wave
solutions whose finger-shaped interfaces are moving along a certain direction at
a constant speed within a cylindrical domain. The existence of finger solutions
is shown through a fixed point argument of the Hilbert Transformation.

1. Introduction

The fingering phenomena arise from a variety of physical processes. These
fingers typically occur on the interface between two immisible fluids in a porous
medium flow or on the interface of two different phases in phase transition prob-
lems. Under external conditions (such as a pressure, the gravitational force or
a heat source from far field), the interface between the fluids(or phases) tends
to develop into the shape of a finger, and it penetrates into the region of the
other fluid (or other phase). The fluid-fingering phenomenon is meant to be the
entire evolutionary process involving splitting and merging of finger-shaped
interfaces, emerging of new fingers, vanishing of existing fingers and so on.

This type of problems is interesting and important for both practical and
theoretical purposes. There is a wide range of applications from the secondary
oil production processes where water is injected into oil reservoir [7,15-16] to
crystal growth problems [19]. In the physical setting of Hele-Shaw apparatus
[14], the process commonly referred as "Saffman-Taylor Instability." The the-
ory was formulated by Saffman and Taylor [26] and Chouke [7], although a
simplified one-dimensional analysis appeared earlier by Hill [15]. There are
very extensive studies and discussions on this subject in the literature. We re-
fer to Homsy [16] and Kessler [19] and their hundreds of references. Recent
research activies are accounted by Tanveer in [31].

309
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The mathematical analyses of two phase fluid or heat flow were considered
by Duchon and Robert [9], Constantin and Pugh [8], Otto and E [24], Chen
[5], Bazalli [3], Escher and Simonett [11-12] for the existence of general solu-
tions of Hele-Shaw Equation with surface tension. Similar problems in higer
dimensions are studied by Chen, Hong and Yi [6]. Tanveer [30] provided the
analytic solutions for the small surface tension cases. Tian [32] and Nie and
Tian [23] studied the zero surface tension cases and indicated the formation of
singularities for a non-zero surface tension. Almgren [2] considered the non-
smooth crystalline evolution for Hele-Shaw flow. There were earlier works
available in the direction of finger solutions. They are either through numeri-
cal simulations [2,20,26,32 and etc] or through singular perturbation methods
[2,17,20,26,28-29 and ect]. The remaining studies [18,26 and ect] were about
exact solutions under the assumption that the surface tension of the interfaces
is zero. The existence of at least one finger for any surface tension is given by
Su [27]. When the surface tension is small, Xie and Tanveer [34] showed there
is a sequence of solutions with their width in a discreet set.

The fingering problem considered in this paper is in the two-phase heat flow
in a cynlindrical domain where the thermal diffusivity is near infinity. The
dynamics of the interface motion in such a setting is governed by a mathemati-
cal equation called "Mullins-Sekerka equation to be described in detail below.
The Gibbs-Thompson relation is assumed on the interface.

The main purpose of this article is to provide a rigorous proof of the existence
of the solutions of Mullins-Sekerka equation whose finger-shaped interfaces are
moving at a constant velocity along a certain direction.

Our finger solutions are smooth and indeed analytic for 0 < ¢ < oco. Previ-
ously only the short time existence was known for all initial interfaces except
the near-circular cases [1,8-9,23,30,32]. Further, sicne Mullins-Sekerka equa-
tion has been shown to be a singular limit of Cahn-Hillard equation [1] and
Phase-field equation [4] in the sense that there is one-to-one relation between
the two, the knowledge of the fingering solutions in Mullins-Sekerka equation
will hep to understand the dendritic solification phenomena in the phase tran-
sition problems [10,19] which is very important area of study.

2. The Mathematical Model

We assume that our situation occurs with a two-phase heat flow in an infinitely
long cylindrical region in 3-dimensional space. The flows in each phase satisfy
heat equations with a no-flux condition on the wall of the cylinder. The key
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physical law is Gibbs-Thompson relation on the sharp interface that is similar
to those in relations in [9,14,16,26,30]. We model the motions of the interface
as follows. The value of the temperature functions at the interface is propor-
tional to the curvature of the interface at every point. Meanwhile the interface is
moving according to the jump of normal derivatives of the temperature function
along the interface.

Consider the region = {(z,y,2) € R3, —c0 < x < o0,y? + 22 < R?}
to be the infinitely long cylinder with radius R. Assume R = 1 from now on.
Denote u = u(z,y, z,t),t > 0, (z,y,2) € € to be the temperature function,
T = Ui>o(T'y x {t}) to be free interface. The equation which governs the
motion can be rewritten as in ([5,9] )

w (2,9, 2, t) — DAu(z,y,2,t) = w(x,y,2,t) — D(uge + uyy +uzz) =0
(x,y,2) € Q\TI'y,t > 0,

0
8_z:0 (x,y,2) € 0Q,t >0,
u(x7y727t) :MK(Ft)(.T,y,Z) (l’,y, Z) € Ft7t Z 07 (21)
[8u
On
where n is the outer normal of the boundary, D is the heat diffusivity constant,
is a surface tension constant,[5¢]r = G| — 54|, represents the jump from
the region connected to negative infinity to the region connected to positive
infinity, K(T,)(z, y, z) symbols the mean curvature of I'; at the point (z, y, z)
and V(z,y, z) is the normal velocity at which I, propagates. Further, we as-
sume the diffusivity is near infinity so that the heat flow reaches the equilibrium
at an infinitesimally short time and the governing equations over each of the
phase become Laplacian equation. Then Eq. (2.1) becomes

]Ft :V(l',y,Z) (x,y,z) erhtZO

Au(x,y, 2,t) = Uge + Uyy + Uzz =0 (z,y,2) € Q\I',t > 0,

%:0 (z,y,2) € 0Q,t >0,

u(z,y, z,t) = puK(T'y) (2,9, 2) (x,y,2z) €Ty, t >0, (2.2)
ou
o
Eqg. (2.2) is commonly know as Mullins-Sekerka Equation [22].

Ip, =V(z,y,2)  (2,9,2) €T, 120
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Figure 1.  The interface of two fluids in 3-dimension is finger-shaped and is moving towards
x-direction at a constant speed V for every point in the interface. It is better known as a finger
solution or a "steady state" finger.

We are interested in the solutions of Eq. (2.2) with finger-shaped interfaces,
and those interfaces are propagating with time. We consider the so called
"steady state case™ where the interface is moving at a constant speed V towards
the positive x-axis. See figure 1. Thus the interface can be expressed as I'; =
(x4, yt, 2¢) forzy = 2o+ Vi, yr = yo, 2t = 20. Welete' = z—xy, ' —y, 2/ = 2
be the new independent variables but still be denoted as (x, y, z). Let T" be the
interface inthe new coordinates. Along with the appropriate physical conditions
in this scenario, the Eq. (2.2) becomes

Au(z,y, 2,t) = Upg + Uyy + Uz, =0 (z,y,2) € Q\T,
M0 () eon
u(z,y,z) — 0 T — 00,

u(z,y,z)s =V T — —00,

u(z,y, z,t) = puK(T')(x,y, 2) (x,y,2) €T, (2.3)
ou

[%]F = VCOSH(.%’,y, Z) ($>yaz) el

Ki(s) ds=m
T
where @ is the angle between the normal direction of the interface and the pos-
itive x-axis. The curve 'y = T' N P(a,b) = T N{(z,y,2)|ay + bz = 0,a €
R, b € R} isthe intersection of I with any plan through the x-axis. The function
K (s) is the section curvature T" along I';.The condition frg Ki(s) ds=m
is from the geometric conditions of the channel which require the surface I" to



Finger Solutions 313

be parallel to the wall as it goes to infinity. The condition of temperature w« at
the negative infinity is corresponding to the heat source at left far field, and the
condition of « at the positive infinity represents the terminal temperature there.

If the solution « is symmetric about the x-axis, then v = u(x,r) for r =

/22 + y2 and the last equation in Eq. (2.2) becomes just one constraint be-
cause of the symmetry.

The natural question is certainly about the existence of the solutions of
Eq. (2.2) or (2.3). We resolve the existence problem of at least one symmetric
3-d finger solution affirmatively in the following way.

Theorem 2.1. Let the assumptions stated above stand. There exists at least one
solution u(x, y, z) € C2(Q\T') of the equation (2.2) or (2.3) such that (1) both
the solution and the corresponding curvature of the interface I" are symmetric
with respect to the x-axis and (2) K(r) is at least C°.

3. The Formulations

The Hilbert transformation formulation of Eq. (2.2) or Eq. (2.3) was consid-
ered by several authors, particularly in[5] and [17]. For the sake of completeness
as well as the needs for properties of Green’s functions, we derive the formula
here.

Write the function

G(p,q) = i(!p—q!_l + h(p, q)) (3.1a)

where
Ah(p,q) =0  qe, (3.1b)

-1
Oh :7—8]p—q| q € 0N.
Ong Ong
Such a function A (p, q) for this geometric formation €2 can be expressed directly
as follows. Let p = (z,y,2),q = (£,m,x). Then h(p,q) = \p*—q|71
where p* is the conjugate point of p with respect to the cylinder. We see
p* = (x, ﬁ%, 7). Therefore h(p, q) has the form

h(p,q) = |(=, yzizz,yziZQ)—(f,n,x)\ : (3.2)

Eq. (3.2) is obtained by the mirror image method. We find for each point
p = (z,y, z) € Q the images and its image p* about » = 1. Since
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0
87y(|(xayaz)7(£a777 )| +|( z, 27 27(5 X )| 1)|T=1:07
we can verify that h(p, ¢) satisfies Eq. (3.1b).
Let Qn =Q N {(2,9,2),|z] < M}. Since G(-,p) € C2(Q\{p})N

C1(69Q U Q) andany solution of Eq. (2.2) has u(-) € C2(Q\T)NCL(022 U N\T)
NCO(£2), we have

/ (W) A G (p,q) — G(p, ) Agul@) AV,  (33)
Qn\(Be(p)ULe)
dG(p, du
=/ uqa(p Q)*G(pm a(q))dsq
O — (8B (p)UdT,) g g

where B.(p) = {q,|p — ¢| = ¢}, Tc = {q,|¢ — T| = €}. Letting e — 0" and
M — oo, using the infinity condition of u, we derive

ur) = [ _(uta) aGaf; UocpaGlas, @
/ G(p, q ”[‘ dS,+C

where C'is an arbitrary constant to be determlned by the infinity conditions

Since %’ZQ) = 0 on 9Q which is from the construction of A(p,q) and

8au(q) = 0 on 9£2, the equation (3.4) reduces to

/Gn ]hdS+C (35)

In the new cylindrical coordinates (:c, T, ¢>) where y = r cos ¢, z = rsin ¢,
we can express the interface I" as {(x, y, z), z = — f(r) } and its mean curvature
K = K(r) will be also be independent of the angle ¢. The normal direction of
the interface I is expressed as

(L f(r)cos 6, f'(r)sing)

(3.6)
1+ f7(r)
and the angle between the normal direction and the x-axis satisfies
1
cosl) = ——. 3.7

1+ f2(r)
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The surface element on the interface can also be similarly represented

dA=\/1+f2+ .2 dydz = \[1+ f2(r) rdr do. (3.8)

Through a direct calculation, we have the curvature formula expressed as

&). (3.9)

G
K(r) = (== +
20 T 1)

If we let p € T, then we formulate | Eqg. (2.2) into an integral equation of the
mean curvature function K = K(r) where r» = 0 designated as the tip of the
finger,

pK(r) = H(K(r)) = [p,) G(s,7)V cosb(r) dA(r) + C, (3.10a)

_ f'ir) vy 10 f(n)
K(r) = (\/1+f’2(7“)) + 1+f’2(r)>' (3.100)
COS 9(7") = \/ﬁ (3100)
lim, 1 0(r) = 7, (3.10d)

Eq(3.10d) can be satisfied by choosing an appropriate constant C = C(7) in
(3.10a). Thus Eg. (3.10a-3.10d) can be reduced to Eq. (3.10a-3.10c) with
C =C(n).

4. The Laray-Schauder Argument
We study the family of equations

pK(r) =H(K(r)) = fr(/\) G(s,7)Vcosf(1) dA(T) + C(N), (4.1a)

K(r) = (L0 __y 1 L)y 4.1
(r) = ( 1+f,2(r)) +r<m> (4.1b)
COS 9(7") = \/ﬁ (410)
lim, 1 0(r) = 3, (4.1d)

for 0 < A < w. We drop the dependency to A in further writing unless the
parameter is needed to distinguish different subjects.

Let us discuss the physical problems corresponding to Eq. (4.1a)-(4.1d).
Since the total change of angles is smaller than =, T" is of finite area and inter-
sects 9€2. These solutions are not exactly finger solutions in the classical sense,
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but closely related to them as mentioned by McLean and Saffman [20]. The
finger solutions will be obtained in this article by letting A — 7~ in Section 5.

Lemma 1. If K(r) is a symmetric CY - solution of Eq. (4.1a)-(4.1d) and 0 <
A <m—e€<m,thenthere IM = M(u, V) and Mo = Mg(u, V) such that

K(r) < M and \dlz—g)\ < M, for the derivative respect to the arc length s of
L.

Proof. From the Eq. (4.1c), we derive
! 1 T
S0 eyt / TK(r) dr (4.2)
1+ f2(r) "Jo
Then (4.1d) can be changed to
oA
/ 7K(7) d T =sin 3 (4.3)

s

that can be satisfied by choosing the right constant in (4.1a).

We now first estimate the size of the mean curvature function K(r) by di-
viding into two regions:

IK(r)] < ﬁ(/rm(lp(r) —q(T)| " Hp*(r) = q(7)| 7 V] cos (7)| d A(r)
+C(M)I)

= % (Ip(r) = ()|~ +1p*(r) — q(7)| ") V] cos O(7)| d A(7)
TH JT(N),lp—gl<o

% (Ip(r) — a(7)| " +1p*(r) — a(7)| ") V] cos O(r)| d A(r)
TH JT\),lp—q|>0

+|CN))). (4.4)

We notice the relation

|cosO(T)| d A(T) = dy dz. (4.5)
Then for [p — ¢q| > o,

/ (Ip(r) = q(7)| " +[p*(r) — q(7)| ") V| cosb(7)| d A(r) (4.6)
L(A).lp—q|>0
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2
< —/ Vdy dz < 2VZ.
T Jr(A).p-ql>0 o

For [p — ¢| < o, we divide into two cases. If p ¢ 9, then [p — ¢| ' is the
only singular function. If p € 9, thenp = p*,[p—¢|™" = [p* —¢/™". In
either case, let p = |(y(r), z(r)) — (y(7), 2(7))|. Then

/ (Ip(r) = q(7)| " +[p™(r) — q(7)| 7 ) V] cos b(7)| d A(7) (4.7)
L(A),lp—ql<o

< / 20p(r) — q(r)| V| cos0(r)| dy dz
r'(\),lp—q|<o

2 1
§—/ —pdpdp <4V,
7 JT(N),lp—q|<o P

The estimates for K(s), the derivative of the curvature with respect to the
arc length of T'; can be obtained in terms of Cauchy Principal Value [21] such
that

1K (s)I] < Mo(p, V).

The derivation however is lengthy and technical. We will have the details in
a seperate technical paper later.

Remark: We note that the curvature condition (4.3) on the curvature is equiv-
alent to that of the section curvature in (2.3).

Let K(r) > 0. We define

F<K)E{(x7y7 Z) € Q,x:—f(r),(

(4.8)
£(0) = f(0) =0,r < 1},
and
_ 1
0(K) = cos 1(W) 4.9

The curvature T'(K) is well defined if 0 < er(K) Ki(7) ds(t) <7 —e.

Lemma 2. Let uT(K) = fF(K) G(s,7)VcosO(K) dA(7) + C(A\). The
constant C(\) is chosen so that fI‘s(K) rT(K(s(r))) dr = sin(A/2). Then
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for 0 < A < 7 — ¢, the mapping T : C°[0,1] — C°[0,1] is a compact
mapping which satisfies |T(K)| < M for any K(r) € Cy[0,1] with 0 <
fI‘S(K) Ki(r)ds(r)y=A<m—e

Proof The two estimates in Lemma 1 imply that |T(K)(s(y))] < M and
I'T(K),(s(y))] < My. The compactness follows from the fact that space
C![0, 1] embeds compactly into C°[0, 1].

Proposition 1. Let0 < A < 7 — e < 7. Then there exists K(r), a symmet-
ric CY - solution of Eq. (4.1a)-(4.1d). Further, the solution K(s) satisfies the
properties that IM = M(u, V), Mo = My(p, V) such that |[K(r)| < M and

\%ﬁr)\ < M, for derivative with respect to the arc length s.

Remark. 1) The uniform bound for K;(s) is mainly for the compactness in
Proposition 1. But its importance will be see when A — 7~ in Section 5 below
for the uniform convergence. Although a Lipschitz bound for K(s) should
suffice, the derivation of such bound will involve similar difficulty. 2) It is not
cleartous if K(r) > 0 or I" is convex. In 2-D case, with the help of Maximum
Principle [25], we are able to show K(s) > 0 for any point. The argument does
not extend itself to 3-D case.

Proposition 1 follows directly from the estimates in Lemmas 1 and 2. The
existence of K(s) can then be derived by using Leray-Schauder Fixed Point
Theorem [13,35] in the function space C°[0, 1]. The proof is a standard argu-
ment and hence omitted.

5. A Proof of Theorem 2.1

Proof of Theorem 2.1. The solutions K (), s) of Eq. (4.1a)-(4.1d) can be
expressed by

pK(r) = H(K(\, s)) = [p G(s,7)Vcos ¢(7) dA(T) + C(A)(5.1a)

_ f'(r 11 f'(r)
K(r) = ( 1+f,2(r)) + T(\/W) (5.1b)
COS 9(7") = \/ﬁ (51C)
lim, 1 0(r) = %, (5.1d)

From the boundedness of K(r), there exists a subsequence \(n) — 7 such
that

K(\(n),s) — K(s) unif. in C°—norm, (5.2)
Orny(s) — 0(s) unif. in C'—norm (5.3
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and
T(K(\(n),s)) =T wunif. in C%—norm. (5.4)

Thus by letting A(n) — 7~ in Eq. (5.1a)-(5.1d), we derive the existence
of solutions of Eg. (2.3) by the mean of the limiting functions. The uniform
bound of K(, s) implies the same bound for K(s). Therefore, given any small
positive number M, there exists r; = r1(IM1) > 0such that | f(r)| < M; for
|r| < ry. Thus the limiting solutions are not degenerate.
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Abstract A combined method consisting of the mixed finite element method for flow and
the discontinuous Galerkin method for transport is introduced for the coupled
system of miscible displacement problem. A “cut-off” operator M is introduced
in the discontinuous Galerkin formular in order to make the combined scheme
converge. Optimal error estimates in L?(H*) for concentration and in L°°(L?)
for velocity are derived.

Keywords:  discontinuous Galerkin method, mixed finite element method, miscible displace-
ment, error estimate

1. Introduction

Numerical modeling of miscible displacement in porous media is important
and interesting in oil recovery and enviromental pollution problem. The misci-
ble displacement problem is described by a coupled system of non-linear partial
differential equations. The need for accurate solutions to the coupled equations
challenges numerical analysts to design new methods.

The mixed finite element methods [1, 6] gained great popularity in the last
two decades for the reasons that they provide very accurate approximations
of the primary unknown and its flux and they conserve mass locally. The
discontinuous Galerkin method gained even greater popularity recently for at
least four reasons [10, 11, 12, 13]: 1) the flexibility inherent to it allows more
general meshes construction and degree of non uniformity than permitted by
the more conventional finite element method; 2) it also conserves mass locally
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on any element; 3) it has, in general, less numerical diffusion and provides
more accurate local approximations for problems with rough coefficients; 4) it
is easy to implement. Traditional numerical methods were studied for solving
the miscible displacement problem by Darlow, Ewing, Wheeler and Douglas
[3,4,5,7,9, 14]. The formulation of discontinuous Galerkin for both of flow
and transport subproblems is given by B. Riviére [11].

In this paper, a combined method with mixed finite element method for flow
and discontinuous Galerkin method for transport is introduced and analyzed.
This paper consists of four additional sections. Problem definition is given in
section 2 and the formulation of the combined method is described in section
3. In section 4, the results and proofs of error estimates for the subproblems
and coupled system are given. Conclusions are described in the last section.

2. Governing Equations

The displacement of one incompressible fluid by another in porous media is
considered in this paper. Detailed discussion on physical theories of miscible
displacement in porous media can be found in [2] or [8].

Let  denote a bounded domain in R?, (n = 2, 3) and Let J denote the time
interval (0,7]. The classical equations governing the miscible displacement
in porous media is as follows.

= Continuity equation
V-u=gq (x,t) e Qx J (@))

= Transport equation

¢% + V- (uc — D(u)Ve) = gc* (x,t) e 2 xJ 2

m Darcy velocity

K
u:—EVp (x,t) € 2 x J 3)

= Dispersion/diffusion tensor

D(u) = dpI+ |ul {yE(u) + o (I—E(u))} 4)

where,
d=¢rDp,
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m  Constitutive relation

1= p(c)

where the dependent variables are p, the pressure in the fluid mixture, and u, the
Darcy velocity of the mixture (volume flowing across a unit across-section per
unit time), and ¢, the concentration of interested species measured in amount
of species per unit volume of the fluid mixture. The permeability K of the
medium measures the conductivity of the medium to fluid flow; the viscosity
u of the fluid measures the resistance to flow of the fluid mixture; p is the
density of fluid mixture; the porosity ¢ is the fraction of the volume of the
medium occupied by pores; D(u) is the dispersion/diffusion tensor, which has
contributions from molecular diffusion and mechanical dispersion, and it can
be calculated by equation (4), where E(u) is the tensor that projects onto the
u direction, whose (z, j) component is (E(u)), ; = % T is the tortuosity
coefficient; D,, is the molecular diffusivity; o; and «; are the longitudinal and
transverse dispersivities, respectively. The commonly used constitutive relation
is the quarter-power mixing rule xi(c) = (cug %% + (1 — c)ugo'%)%, but we
consider u(c) to be a general nonlinear relation in this paper. The imposed
external total flow rate ¢ is a sum of sources (injection) and sinks (extraction),
c* is the injected concentration c¢,, if ¢ > 0 and is the resident concentration ¢
ifqg<O.

The continuity equation (1) can be obtained by the mass conservation for
the whole fluid mixture and the equation (3) is a formulation of Darcy’s law.
Combination of equations (1) and (3) will give the flow equation.

K
-V <mVp> =q (r,t) e QA x J (5)

The flow equation (5) governs the fluid flow and gives the pressure field and
Darcy velocity field if the concentration is given. Itisellipticif the concentration
is considered to be given.

The transport equation (2) can be obtained by the mass conservation of
the interested species. It governs the convection-diffusion transport process
and gives the concentration profile provided the velocity field is given. It is
parabolic but normally convection-dominated.

We assume €2 is a bounded domain with Lipschitz boundary 02 = T'y =
Tin UT ous, Where Ty is the Neumann boundary for flow subproblem; T';,, is the
inflow boundary and I, is the outflow/noflow boundary condition, defined as
follows.

I = Fm(t):{xeaQ ll(t)'l/<0}
Lot = Fout(t):{$€aQI u(t)l/ZO}
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where, v denotes the unit outward normal vector to 9€2. Though I';,, and ',
can be time-dependent for some physical problem, we assume they are fixed at
all the time in J for simplicity.

We consider following boundary condition for this problem.

u-v = up (x,t) e’y x J (6)
(uc—DVe)-v = cpu-v teJ, xelylt) (7
(-DVe¢)-v = 0 teJ, xeloult) (8)

We know the flow problem with above boundary conditions has a solution for
pressure, which is unique up to an additive constant, thus has a unique solution
for velocity, provided that fQ f= faﬂ up is satisfied and the viscosity is given.

The initial concentration is specified in the following way.

c(x,0) = co(z) x el 9)

In this paper we are only interested in the convergence result for velocity u
and concentration c.

3. Discontinuous Galerkin/Mixed Finite Element Scheme
3.1 Assumption

We consider the scheme of mixed finite element (MFE) method for flow
subproblem and discontinuous Galerkin (DG) with interior penalty term for
transport subproblem. The scheme used for transport subproblem is referred to
as the Non-symmetric Interior Penalty Galerkin (NIPG) [11].

For simplicity, we consider only two or three dimensional rectangular domain
Q= Hle(o, L;), d = 2, or 3 and we only consider rectangular mesh. How-
ever, the results can be directly extended to logically rectangular domain/mesh
by conforming mapping. Though we can choose separate domain partitions
for flow and for transport problem, the same rectangular domain partition 7y,
is considered here for both of flow and transport equations. We also assume
the permeability tensor K is invertible and is uniformly positive definite and
uniformly bounded above.

3.2 Notation

Let 730 be a quasi-uniform family of rectangular partition of €2 such that no
element crosses the boundaries of T p, ', T'iy., OF oz, Where £ is the maximal
element diameter. The set of all interior edges (for 2 dimensional domain) or
faces (for 3 dimensional domain) for 7, are denoted by Ej. On each edges or
faces e € Fj,, aunit normal vector v, is arbitrarily fixed. The set of all edges or
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faces on I',,; and on I';, for 7, are denoted by Ej, o, and E}, ;,, respectively,
for which the normal vector v, coincides with the outward unit normal vector.
For s > 0, define,

HY(Ty) = {¢p € L*(Q): ¢|p € H*(R), R T} (10)

We now define the average jump for ¢ € H%(73), s > 1/2. Let R;, R; €
H*(7},) and e = OR; N OR; € E}, with v, exterior to R;. Denote

(11)

@ = 5 (). +5 (9la,)
¢ = (dln)l, ~ (4ln,)

The usual Sobolev norm on €2 is denoted by ||-||,,, - The broken norms are
defined, for positive integer m, as

o7 = > Il (13)

RET,
The finite element space is taken to be

e

(12)

e

D, (Th) ={¢ € L*(V) : ¢|p € P(R), RET,} (14)

where P,.(R) denotes the space of polynomials of (total) degree less than or
equal to r on R.
Define

V = H(Qdiv) = {u € (LQ(Q))d : divu € LQ(Q)} (15)
W = L*Q) (16)

Let VO and V'V be the subspaces of V' consisting of functions with normal
trace on I'y (weakly) equal to zero and up, respectively.

Let the approximating subspace Vi, (7,) x Wi (75) of V' x W be the k-th
(k > 0) order Raviart-Thomas space (RT},) of the partition 7;,. For example,
for three dimensional domain €2, it is defined as

Vk (Th) = {V c H(Q;div) : V‘R S Qk+1,k7k(R) X Qk,k+1,k(R)
XQkkrr1(R), RE€ Ty}
W (Th) = {w S L2(Q) : w]R S Qk,k,k(R), R e Th}

where, we denote by Q; ; »(R) the space of polynomials of degree less than or
equal to i (4, k) in the first (second, third) variable restricted to R.
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Correspondingto V%and V', define their subspaces V;? (7,) = Vi, (7,)NV?°
and

vV (T;) = {v EVi(Th): (v-u,Np, =0  VAe Ah} (17)

where A;, C L2 (99) is the corresponding hybrid space of Lagrange multipliers
for the pressure restricted to €2, and we have, Ay, = Vj, - V|0

The inner product in (Lz(Q))d or L2(Q) is indicated by (-, -) and the inner
product in boundary function space L?(T") is indicated by (-, -)r. Denote

lu| = |ul, = (18)
”uH(L2(Q))d = H(|u|2)HL2(Q) (19)
HuH(LOO(Q))d = H(|u|2)HLOO(Q) (20)

3.3 Continuous in time scheme

Let us define the bilinear form B(c,1; u) and the linear functional L(v;u)
as follows.

B(c,p;u) = Z/ (D(u)Ve — cu) - Vop — Z/ wVe-ve) ] (21)

ReTy, e€Ep

+Z/ une[c]+2/cuue
ecEy eckEy

+ > /cuwew—/ cq~ ¢+ 77 (e, )
e€Ep out € Q

where, ¢*|, is the upwind value of concentration,

&, = clp, fu-ve>0
€ clp, fu-ve<0

for e = OR1 N ORy and v, is the outward unit normal vector to R;. Notice
u - v, is continuous on the direction of v,, thus has well-defined value at the
interface.

g is the injection part of source term and ¢~ is the extraction part of source
term,

= max(q,0)
= min (g, 0)
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Of course, we have ¢ = ¢* + ¢~
Jg’ﬁ (¢,%)) is the interior penalty term,

3P e =3 % / ] ] (22)

where, o is a discrete positive function that takes constant value o, on the edge
or face e, and is bounded below by o, > 0 and above by o*, h. denotes the
size of eand 3 > 0 is a real number.

The linear functional L(+)) is defined as

Lwiw = [ ewti— 3 [enun 23)

EEEhﬂ‘n

The continuous in time DG/MFE scheme for approximating the solution of
the equations (1), (2) and (3) is as follows.

Flndlng uy, € L*> (J7 VkN (ﬁl))lph S P (J7 Wk (771))' Ch € L*> (']7 D, (,Z—h))
such that,

(,u (cn) Kﬁluh,v) —(V-v,pp)=—(pB,Vv- I/)FD (24)
WweV2(T,) Vield
(V-up,w) = (q,w) Vw e Wy (7)) Vted (25)
(6%520) + Blanviu) = 2wl (20
Vi € D, (Tp) Vteld
(cn, ) = (co,¥) Vi €Dy (Th) t=0 (27)

where the u}? is defined as,

) u
uhM:mm(|uh\,M)ﬁ (28)

where, M is a fixed positive real number and [up| = |up|, = />0, (up)?.

The reason for using ul rather than uy, for approximation of transport equa-
tion will be clear in the next section.
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4. Error Estimates for Combined DG/MFE
Approximation for Miscible Displacement Problem

4.1 Notations

Throughout this paper, C denotes a generic constant whose value may change
with different occurrences.

We first define three projection operators and their approximation properties.
Let P, denote L2-projection of W onto W;, = Wy, (7p,): forp € W, P,p € W},
is defined by

(Php - D U]) =0, Vw € W, (29)

Let IT;, denote the usual Raviart-Thomas projection I1;, : V — V}, satisfies
the following properties [6],

(V- (u—-TIpu),w) =0, Yw € W, (30)
Hu_Hhu||(L2(Q))d < CH“H(Hj(Q))d h? 1<j<k+1 (31)
V-1, = B,V (32)

where, k is the order of the RT spaces.
Furthermore, we have [6],

1Php = pll 2y < Clpllgsy W' 0<i<k+1 (39
(Vv,P,p—p) =0, Vv € Vy (34)

Let P, be the L2-projection of H*(T,) to D, (7,) defined by,

(Pre—cv) =0, W eD(T) (35)
We have,
IPhc —clo < ChIflell;  0<j<r+1 (36)
Define the interpolation errors for velocity, pressure and concentration as
E{l IIpu—u (37)
E} = Pp—p (38)

Define the finite element solution error for velocity, pressure and concentra-
tion as
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Ey = u—uy (40)
Ep = P—DPh (41)
E. = c—c¢y (42)

Define the auxiliary error for velocity, pressure and concentration as

Ed = El4+ B, =Tu—u, (43)
E}! = El+E,=Pyp-—p, (44)
EY = El'+E.=Pyc—c, (45)

4.2 apriori error estimate for flow subproblem

In this section, we derive the error estimate for the MFE approximation of
flow subproblem. We assume that the error of concentration is given.

Theorem 4.1. (Error estimate for flow) Assume that the equations (1), (2)
and (3) with boundary conditions (6) through (8) and initial condition (9) has a
solution. Also assume the permeability tensor K is invertible and is uniformly
positive definite and uniformly bounded above; p(c) is uniformly Lipschitz
continuous with respect to ¢ and y(c) is uniformly bounded below and uniformly
bounded above. Let k be the order of Raviart-Thomas space (R1}%) as defined
in above notation subsection.

Then, there exists a constant C' > 0 independent of finite element size ~ and
independent of exact solution (p, u, ¢) such that the following inequality hold
forany t € (0,T%],

||Eu||(L2(Q))d <C HuH(Loo(Q))d HECHL2(Q) +Cn HuH(Hj(Q))d (46)

where, 1 < j <k + 1.
Moreover, we have, for any ¢ € (0, 7],

IV - Eull o) < CH IV - ull 0 (47)

where, 1 < j <k + 1.

Proof. It is clear that if (p,u,c) is solution of the equations (1), (2) and
(3) with boundary conditions (6) through (8) and initial condition (9), then it
satisfies the following formulation for any ¢ € J.
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(,u (¢) K~ tu, V) —(V-v,p)=—(pB, v V), vv € V2 (Th)
(V- -u,w) = (q,w) Yw € Wy, (7)

Subtracting above equations by equations (24) and (25), respectively, we
have,

(n(e) K™ a = p(en) K up,v) = (Vov,p—pp) =0 Vv eV (Th)
(V-(u—up),w) =0 Ywe Wy (Th)

or

((cn) K (u—up),v)=(V-v,Pp—pp)= (e (cr) — p(c)) K, v)
vv € V2 (Th)
(V-(IIpu—up),w) =0  Yw e Wi (7p)

Now, let v = E = IIu — uj, and w = E;' = P,p — py, and add above
two equations, we have

(:U’ (Ch) KﬁlEé? Eé) = ((M (Ch) —H (C)) K71u7 Eé)—i_(ﬂ (Ch) KﬁlE{n Eé)
(48)
Let us bound the left hand side of equation (48) from below:

—1A A Hose All2

(u(cn) KEL EY) > T [P

where, we have used the fact that uniform positive definiteness and upper bound-
edness of K implies the uniform definiteness and upper boundedness of K —*
provided K ! exists everywhere. s, > 0 is the positive constant such that
wu(c) > py for all ¢; 1/k* is the constant for uniform positive definiteness of
K1,

Let us bound the right hand side of equation (48) from above:

) 1
(1 (en) = (DKM ER) < = lull goeaypellin (en)= ()| 20y | B | 2
T
S—Z 1l oo @yt len = el 2oy 1B L2

_ w
(1 (en) K By B2) < 5= 1Bl 1200y [ Bl 2 e
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where, 7, > 0 is the Lipschitz constant for x(c), i.e. |u(c1) — p(c2)] <
Tp|c1 — ca|; p* is the upper boundedness constant for ju(c); 1/k, is the up-
per boundedness constant for K1,

Combining above bounds for the left-hand side and right-hand side, we obtain

*
k*r,

k*#*

k*u*
HEII?H(LQ(Q))UZ < HuH(LOO(Q))d 1Zell 2 + Fox fin HEIIJH(LQ(Q))d

Using approximation properties, we have,

HEﬁ‘H(Lz(Q))d < Clhall poo(qyy 1 Eell 20y + Ch 1all 77 ()2

The first result follows by triangle inequality.
To show the second result, we only need to notice the following equality
from error equation,
V-(Hhu—uh) =0

The second result follows by using the approximation properties. H

4.3 apriori error estimate for transport subproblem

Before presenting the error estimate for the transport subproblem, let us study
the property of “cut-off” operator M defined as

. u(xr
M(w)(e) = nin ()| 1) ) (#9)
where, M is a fixed positive real number and |u| = |u|, = Zle (u)?.

The notation u} used in last section is equivalent to u}! = M (uy). Sim-
ilarly, we denote u™ = M (u). The “cut-off” operator M is uniformly Lips-
chitz continuous in the following sense.

Lemma 4.2. (Property of operator M) The “cut-off”” operator M defined
as in equation (49) is uniformly Lipschitz continuous,

[M(u) — M(V)H(Loo(g))d < lu— VH(Loo(Q))d (50)
Proof. We notice that for all z € ,

(M) = M)y (2) < Ju—v], (2)
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which can be shown by separately studying the three cases for fixed z: 1)
luly () < M, |v]y (x) < M;2) uly (z) < M, |vly (z) > M; 3) [uly (z) >
M, |v]y(xz) > M.

Taking the essential superium on both sides of above equation, we get the
result.

Thus we have,
‘uhM—uM’ < |up, — v
and
Jut?

If the exact solution u is bounded, i.e. u € (L>°(£2))%, we can pick M large
enough such that M > [[ul] .« g« then u =u.

Let us state and prove three lemmas for the properties of dispersion/diffusion
tensor, which are needed to derive the error estimate for transport subproblem.

H(Loo(sz))d <M

Lemma 4.3. (Uniform positive definiteness of D(u) ) Let D(u) defined as
in equation (4), where, d,,,(z) > 0, o;(x) > 0 and «y(z) > 0 are nonnegative
functions of x € €.
Then
D(u)Ve- Ve > (dy, + min (g, ) [u)) [Ve|? (51)

In particular, if d,,,(x) > d, « > 0 uniformly in the domain €2, then D(u)
is uniformly positive definite and for all = € 2, we have,

D(u)Ve- Ve > dpy | Vel (52)
Proof. Notice that

D(u)Ve- Ve
dnVe - Ve+ ul{oE(u) + o (I —E(u))} Ve - Ve
= dp |Vl + u| [Ve|? oq cos?(8) + Jul |Ve|* oy (1 — cos®(9))
> (dy + min (ay, az) |u]) Vel
where 6 is the angle between u and Ve, i.e.

_u-Ve
lu| [Vl

cos(0)
|

Lemma4.4. (Uniform Lipschitz continuousness of D(u) ) Let D(u) defined
as in equation (4), where, d,,,(z) > 0, a;(x) > 0 and «(z) > 0 are nonnega-
tive of domain = € €2, and the dispersivity «; and a4 is uniformly bounded, i.e.
ai(z) < af and ay(x) < of.
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Then

[D(u) - D(V)H(p(g))dxd <kp[u-— VH(L2(Q))d (53)

where, kp = (4af + 3a;) d*/% isafixed number (d = 2 or 3is the dimension
of domain 2).

Proof. Notice that

[D(u) - D(v)l,
d

= Z max )(D(u))ijj—(D(u))i,j
i=1

=1 d

d

= E max
— j=1,.d
=1

Ui Uy Vi V;
iy (uly — [v]y) + (01 — ) (— - )]
K 2 2 |u|2 ‘Vb

< day|uly — |v]y| +3d |y — ayf [u — v,
< (o +3|log —oyl)d|u—v|,
Thus,
ID(u) —-D(v)|, < Vd|D(u)-D(v)|
< (ap+ 3oy — ay) d*? lu — v,

where, we have used the property of matrix norm: for any matrix A € R™*",

1
N 1Al < 1Al < vl Ally

The result follows by integration. |
We need a trace estimate inequality, which is stated in the following Lemma.

Lemma4.5. LetQ = [T, (0, L) (d = 2, or 3), Thso and H*(T3) (s > 1/2)
defined as in the notation section. Then there exist a constant C' (C depends
only on the domain €2) such that

C
Y l0l7ae < D /W +elVolls + gH!aSHI%
eCON ecE), V€
holds for any e € (0,1) and any ¢ € H*(7,).

Proof.  Denote I'; + and I'; _ be the boundary faces of domain € such
that the unit outward normal vector coincide with the positive and negative x;
direction, respectively. That is,
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Iip={z€0Q: v(z)=-e} i=1,---,d

Ii-={ze€dQ: v(z)=—e;} i=1,---.,d
We have,
d
92=J iy uTi)
=1

Similarly, denote E, ; the set of interior edges (faces) e with the unit normal
vector v, being the positive or negative x; direction. That is,

En;={e€ Ey: v.=ejor v, = —e;} i=1,---.,d

Obviously, Ej, = U2, En..
Define a subspace of H%(7) as

C¥(Ty) = {9 € L*(Q) : ¢lp € C®(R)NH*(R), Re T}

Pickanarbitrary ¢ € C*°(7}), letus bound the term Hgf)Hiz(Fl +)+||¢H%2(Fl )
Fix a point (0, (2, -+ ,(q) € I'1,— such that

0,6+, ¢a) ¢ | J @

eckEp,

We know (L1, (2, -+ ,(q) € I'1 4+ and

(L1, G- 5¢a) ¢ | @

EEEh

thus ¢(0, Ca, - -+, (q) and ¢(Lq, (o, - - - , (4) have well-defined values.
Define ¢g as the average value:

1

Ly
¢0:L_ ¢(<17C27"'7<d)dC1
1.Jo

We know there exist at least one value x € (0, L) such that,

¢(X—7C2)"' 7Cd) §¢OS¢(X+7C27'” )Cd)

or

¢(X+>C27"' 7Cd) < ¢o < ¢(X*7Q27"' 7Cd>
where, ¢ (X—7 C27 T 7<d) and ¢ (X+7 C2> T 7Cd) are understood as
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¢(X—7C27"' 7Cd) :62%1+¢(X_57C27"' 7Cd)

¢(X+a<-23"' 7<d):5£151+¢(x+57<2a"' 7Cd)

Integrating ¢ along the line connecting (0, C2, - - -, ¢g) and (x, Ca, -+, ()
and the line connecting (x, C2, -+ ,¢q) and (L1, (o, - - -, (q), We find,

¢*(0,C2,++ , Ca) + ¢* (L1, G2+ 4 Ca)

Ly
S 2(25(%""/0 f(pz (<17C27'” 7Cd) dCI

+ Z ’¢ <+7<27"'aCd)_ng(C*aC%"'?(d)’

¢e(0,L1)

but,
—¢2 (ClaCQv e aCd)

/OL1 1

= 2/ ’¢(<17C27"' 7Cd)¢<1 (C17<2a"' aCd)|d<1
0

d¢

L1 I 1/2
2(0 ¢? (G, Coy 1 Ca) dGa i as%l(cl,cz,---,cd)dcl)

IN

1 L1 Ll
— [ * (GG GG+ e i 03, (C1, Gy 5 Ca) dCy

€ Jo

IN

2

Ly
2¢3sL—1 i ¢ (G, Core o, Ca) G

Thus,

¢( 7Cd)+¢(Ll CQ,"')Cd)
Ly
(3 —) (GG Ca) G e oz, (C1s G 5 Ca) dCy
L 0 0
+ Z ’¢ C+7<27"' aCd)igzbZ((*aCQa'” 7<d)’

€(0,L

Notice that above inequality holds fora.e. (Ca, - - - , Cq) € [1%,(0, L;). Now
integrating above inequality on f0L2 dcy- - fOLd d¢q, We have
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2 1
16220, )+ 6122, . < (L_1+g) 163 + <llog I3+ S [ 10P

EEEh’l €

Similarly, fori =1,--- , d, we can have

2 1
1612, + 1022, ) < (L,+€) 16 + cloc i3+ 3 [ 1o

eEEh’i €

Summing above inequality fori = 1,--- | d, we obtain,

d <2
> 6l < D /[¢]2+€!V¢III3+ <g+23> sl
i=1 "¢

eCON ecE, V€

Let
d 9
C=d —

C is fixed constant depending only on the size of domain €.
Notice that ¢ + ¢ | 2 < € forany e € (0,1), we obtain that

C
> 87 < D /[¢]2+6H\V¢W%+;!HqﬁH%

eCoN ecEy V€

holds for any € € (0,1) and any ¢ € C*°(73).

Using the fact that C>°(7},) isdense in H*(7},), the lemma follows by density
argument. |
Now, we can obtain the error estimate for transport subproblem. Let us first
derive the error equation without any assumptions.

It is clear that if (p,u,c) is solution of the equations (1), (2) and (3) with
boundary conditions (6) through (8) and initial condition (9), then it satisfies
the following formulation for any ¢ € J.

(o55-0) + Blewu) = L oD, (7)

Denote ¢ = Pyc and G = IT,u. Notice that [¢ — ¢] = [c] on any interior
edge (face) e € ), and that u™ = u if we picked M large enough, then above
equation can be written as, V¢ € D, (7},),

(e55.0) + = [ (Dive) vor 557 @v)

ReTy,
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Z/cuh vw+2/ (Ve ) []

= 7,
n /Q v+ /Q ot ee%; / o uew+<¢ n/;)
+;/ (ul) ) Ve Vi + ;/D V(@E-c) vy
LIS @ o) Rz; / VY
_RZ;/ o—uM . vy - ZE/< (ul) ~ D)) V- ve) [v]
_gb;h/@ @0 g};/ ()T ve) [~ ]
+6§h/“ ;/ e o) uM y [y]
/Qc—c ¢+€€§m/ —uM)-uew

Subtracting above equation by equation (26) and set ¢» = EZ' , we have,

OEA
( 5 > 2/ (WHVED) - VEL + J77 (BA EL)  (54)
ReTy,

= Z/EAuh VE} - Z/ (BN up’ - ve [B2]

ReTy, ecEy
- > /EAuh VeEA + /EAq EA+ZT
e€Ep out € i=1

where,
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Ty

Ty

Tho

Thy

Ts
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T

- Jdc—c 4
- <¢ at 7EC>

ReT,
- @-c)uM.vE!
2
- > [ (P} - D) Ve v.) (B
ecEy V€
- [ @) (B
ecE, V€
Z /<D(uhM)VEé4'Ve> [c—d]
ecEp V€
o (uM —uM) .y, Ef
(c—¢ uM Ve Ef
payl )
> [l —u) . vBl
e€EER out
Z (/C\_C)uM VeEf
e€Ep out €
—/ (c—c¢) q_Eé4
0
S fen (i —u)vEl

6€Eh7in

The above error equation is difficult to analyze in general boundary condition
and we thus assume that only Neumann boundary condition for flow subproblem
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is used. In this way, we can know the normal velocity on the boundary by exact
value. The boundary condition for transport problem can still be either inflow
or outflow/noflow.

Theorem 4.6. (Error estimate for transport) Assume that the equations (1),
(2) and (3) with boundary conditions (6) through (8) and initial condition (9)
has a solution. Assume that only Neumann boundary condition is imposed for
flow subproblem; the exact solution u and ¢ are smooth enough:

ueCp(Qx (0,17) (L™ ((O,Tf] ,H”%(Q)) (55)
c € Cp (0,77 WH=(@) (V22 (0.7 . H"(©)  (56)
and
Oc n
a € L? ((O7Tf] H (Q)) (57)

We also assume that porosity ¢ is time-dependent and is uniformly bounded
below and above; the parameter 3 in interior penalty term for DG formulation
is assume to be 5 = 1; the extraction part of source term satisfies ¢— €
(Trer, W*1(R))' for all of the partitions 7;, used, where 0 < s < 1 (see
remark 4.7 for the explanation of this assumption). Assume M is picked large
enough such that M > ||ul| . oy forall t € (0, Ty] .

Then, there exist a constant C' > 0 independent of finite element size h and
a constant hy > 0 such that the following inequality hold for any 7 € (0, 7]
and for any h < hy,

IEJ3(r) + /0 IVEJ3()dt (58)
< c /0 1B + ¢ /0 | Bullfyaqyye + Gz 2tznzm=22m

where, k > 0, r > 1 are the order of Raviart-Thomas space and discontinu-
ous space, respectively, defined in above notation subsection; I, m, n describe
the regularity order of solution u, ¢, dc/ Ot respectively, as defined in equations
(55), (56) and (57).

Proof. Let us first relax the assumption 5 = 1 for a while so that we can
also show that 3 = 1 is indeed the optimal choice for the value of parameter
(. Using the lemma (4.3), let us bound the left hand side of the error equation
(54) from below,
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< 8Ec ,EA> > / (WHVED) - VEA + 77 (B2, EX)
ReT,

> L ONVIEMR + dm IVELR + 55 (B2 )

where, we have used the uniform positive definiteness of the dispersion/diffusion
tensor from Lemma (4.3).

Let us bound from above the right hand side of the error equation (54).

The first term is straightforward.

/EAuh VE} < MZ/\EAHVEA\

ReT, ReTy,
< MY BN oy IV B 2y
RETh
< Z 1B ey 2 D0 IVEL] oy
RETh ReTy,

A A
= ;H\Ec 16 + IV EZIG

where, ¢ is a small positive constant.
The second term is a little tricky.

ecky,
SRV ICINEY
ecEy
< MY H (BN . ]HLz(e)
eckEy,
& oo | On |2
< M Z (th I[E ]HLQ c () L2(e)>
eckEy,
< JOP (BA EA) + Z ([P
ReTy,
- C
< eJg? (BAEN) + ;”|Eé4|uo
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where, we have used the assumption 5 > 1.
The third term can be bounded by using Lemma (4.5).

=3 BN B <M Y B,

eeEhyout € eeEh,out
MHhP
<

O«

o C
Ty (BL B + el VEL G + o Al

The fourth term comes from the extraction wells, and it can be bounded as
follows.

A — A
SR (g D DY [ ) M

< S B < X 1B 1B

ReTy, ReT),
C 2 2
< 3 (S 1B g+ N )
RET,,

c A A

< SIEZNG + el VEZ I

s/(l s)

where, we have used the fact,

a15b5§<i—|—b5> a>0 b>0 0<s<1
5175

Now let us bound the terms T3 through T7s.

2

. ||0E! A ¢* O\ a2
h =9 ot L2(Q) HE HL2 -2 (975 L2(Q)+7HEC HLQ(Q)
I < HVEH(LW(Q))?’ Z |D( uy’) — (uM)H(L2(R))dXdHvEfH(LQ(R))d
ReTy,
< C|Vell g > “u%_uM“( R)? «|[VEZ]| (L2(R))?
ReTy,
S ( Bl + IVE
RET
< HE 17 2y + ENVELI
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where, we have used the facts of || Ve[| ;w3 < C[|Vel| (o)) < C and
Lemmas (4.2) and (4.4) for bounding the term 7%.

T < CZ/VEI v/

ReTy,

< 5 (VB gy + £ IV B oy
ReTy,
C

< —IIIVEI!H%MHVEAIII%

T, = / [El] [EA]
eeE

Oe 2 C 2
< ¥ 2 (B + S NIE e
ecEy '€
< I (BB + S S B
ecEy
< eJ0P(BA B +—Z( B gy + PNV EN o gyye)
ReTy,

C
) A A
< eg? (BAEN + 1B + 5= IV E: IS

chB+1

T5 can be bounded similarly as the term T3,

Ts < el peeo(o) Z Huf]‘LJ—UMH(p(R))d HVE?H(LQ(R))d
ReTy,

< CUBuIR e +IVELR

where, we have used that fact ||c]| o) < C [lc]l (o) < C.

2 2
Ty < MY B 2y IVE g2y
ReTy,
S0 o CETARRL ST
ReT,,
C
< ;IHE! I8 + <IVEZ I3
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The term 17 is quite tricky,

7 = HVEH(LOO(Q))d Z D) _D(“M)Hm(e))dxd H[Eéq]Hm(e)
eckEy,
2 Ch? 2
< Z < e H[EA]HL%) T D (u3") _D(UM)H(H(e))‘W)
ecEy
< 5]3’3 (EA EA Z Huh u” (L2(e
GEEh
< ey () + LS Ju -,
ecEy
Ch? ~ 2
+— Hu - uhH(LQ(e))d
ecEy
" ChP1 .
< 5JQ P (E?7Eé4) + c Z Huh - u”?LQ(R))d

ReTy,
+ g hmin(2k+ﬁ+1,2l+,@—1)
g

IN

" ChP—1 2
eJg” (B EL) + . > <||Eu||?L2(R))d + HEIIIH(LZ(R))d>
RET,

+ g hmin(2k+ﬁ+1,2l+ﬁ—1)
g

IN

ChP—1 C
Ejgﬁ (Ef,Ef) HE H o + hmln(2k+ﬁ+1 214+6-1)

where, we have used the facts of Hva\(m(ﬂ))d <C HVcH(LOO(Q))d < Cand
the approximation properties for u.
The boundedness of T5 can be shown by using penalty term,

s < C Z HV ||(L2(e H [Ef] HLQ(e)

ecEp

IN

C
eJg (BL EL) + ZhP IV EL I
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Ty, < C Z HVE?H(Lz(e))d H[E_ C”|L2(e)

eckEy,
C C
A
< eI VEAR + IR + ZIVELR:

The term T is similar as T

To < ellpeioy D lun =l B 2
ecEy
- Ch p-1 C in _
< E']() .8 (EA EA) HE H (2 Q))d + gh (2k+6+1,2148-1)
T, < C Z H EI L2 [ c]HL2(e)
ecEp
o ChB~ ChB+
< eJJ7 (BA BN + 5+ |||VEIH|0

Since only Neumann boundary conditions for flow subproblem are assumed,
the terms T and T35 vanish if we use the exact value of u on the boundary in
the DG formulation.

Tty < ¢ Y [E-aBi<c 3 1B 1B
e€Ep out € e€Ep out
< X (T + HIE )
= h cllL2(e) c IlL2(e)
eEEhout
2
< S By + 2 IVE ) + € S 1By
ReT, ReTy,

C
< SIEG+ CIVEL + CIE I

The term 74 can be bounded similarly as the term [, E:'q~ E! above,

’/ c—chA

EXNI5 + el VELE + CIELE + CIVELIS

Ty

IN

S/ al

Combining the above bounds for both hand sides of the error equation (54),
choosing € small enough, we have, for Vh < ( )Uﬁ

3M
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m*

zat H\[EA
CIEL I+ (C + chﬁ—l) 1Bl 2

C C
et 3+ 00 ) 1B

VEAR + Jo o7 (EA EX)

IN

+C|lOELjot||2 + <c +

+ <C 4 hﬁc_l 4 Chﬂfl + Chﬁﬂ) WVECIH\% + Chmin(2k+ﬂ+1,21+ﬁ—1)

We can find the best choice of 5 is indeed 5 = 1, then,

S D IVEBAR + T2V BAR + L5 (B2, )
cmE;‘mo+c||Eu||(L2(m)d

IN

¢ min
+CNOE: [otl§ + s3I E I + CIVELIG + Ch (2k+2,20)

Now, we integrate with respect to time between O to 7 (0 < 7 < T'y) and we
have,

Ay [T 17,
VORI + 9= [ IvEdar+ 5 [ 75 (52 B
< IVBELRO)+C [ IEAE+C [ 1Bl s
T C T T .
+ C [1oBljotly + i [IEIR+C [IVELR + oxyhmineiza
0 0 0

Notice that H\/&Eg‘Hz (0) = H\/&E({HQ (0), and that ¢ is uniformly bounded
below and above, using the approximation results for ¢ € D, (7},), we have,

1225 (7) / IVEL 5t )dt+/ I (B2 EL)
< C’/ |||Eg4]||0+0/ ||Eu||(L2(Q))d+Chmin(2k+2,2l,2r,2m—2,2n)
0 0

The theorem follows by the triangle inequality. |

Remark 4.7. In the above theorems, we do not make assumption about the
regularity of injection part of source term ¢™ and injection concentration c,,,
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which can have singular value such as point source (the delta function). But
we assume for the extraction part of source term ¢~ € (HRGThW&l(R))' for
all of the partitions 7, used (0 < s < 1). This means that ¢~ can be more
singular than L2(€2), but cannot be too singular as the delta function. Roughly
speaking, it is like g~ € (Ws»l(Q))' except that the position for singularity of
g~ cannot be on the interior and boundary edges or faces for any partition 7p,.

Remark 4.8. We do not have assumption on the inflow boundary concentration
cp, Which can have singular value.

4.4 A priori error estimate for the coupled system of flow
and transport

We now state and prove our final result, which estimates the coupled system
of flow and transport.

Theorem 4.9. (Error estimate for coupled system of flow and transport)
Let the assumption in Theorems (4.1) and (4.6) holds.

Then, there exist a constant C' > 0 independent of finite element size h and
a constant hg > 0 such that the following inequality hold for any h < hy,

2 min(2k+2,21,2r,2m—2,2n
HEuHLOO((OﬁTf);(Lz(Q))d) < Chmin ) (59)

< Chmin(2k+2,2l,2r,2m72,2n)

(60)

where, k > 0, r > 1 are the order of Raviart-Thomas space and discontinu-

ous space, respectively, defined in above notation subsection; I, m, n describe

the regularity order of solution u, ¢, dc/ 0t respectively, as defined in equations
(55), (56) and (57).

Proof. Combining Theorems (4.1) and (4.6), we have,

2 2
H‘Ecm °°((O,Tf);[?(Q))+|HVEC”|L2((0,Tf)§(L2(Q))d)

T T
IEJ3() + [ IVENR @ < C [ |EJ3 + Chminhr2atzram 2o
0 0
Using the Gronwall’s inequality, we have the error result for E..
To getthe bound for E,, we substitute the error result for E.. into the following
result, which comes from Theorems (4.1).

1Eull? 2yt < ClIEC|2(q) + CR™MERF22HD
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Remark 4.10. If we let » = k£ + 1, and if the exact solution u, ¢ are smooth
enough, then Theorem (4.9) gives the optimal L (H") rate of convergence for
concentration, and also gives optimal L° (LZ) rate of convergence for velocity.

Remark 4.11. The error estimate for the couple system of flow and transport
is not applied for the case of having Dirichlet boundary condition for flow.
It is difficult to bound the error for the coupled system for the case of having
Dirichlet boundary condition for flow, because we do not yet have sharp control
on the error of velocity uy, in the boundary edge or face.

5. Conclusion

In this paper, we present a combined method with mixed finite element
method for flow and discontinuous Galerkin method for transport for the cou-
pled system of miscible displacement problem. The “cut-off” operator M is
introduced in the discontinuous Galerkin scheme in order to make the combined
scheme converge. The property of “cut-off” operator M is given. The optimal
choice of penalty parameter 5 in DG scheme is derived to be 3 = 1. The
Neumann boundary condition for flow subproblem is assumed for getting the
error estimate of the coupled system. Error estimates in L2(H') and L>°(L?)
for concentration and error estimate in L°°(L?) for velocity are derived, which
are the optimal L? (H') rate of convergence for concentration, and optimal
L (L?) rate of convergence for velocity. The uniform positive definitiveness
and uniform Lipschitz continuity of dispersion/diffusion tensor computed by
Engineering standard formula are proved. The injection part of source term is
allowed to have arbitrarily singular value and the extraction part of source term
to have value singular to some degree.
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Abstract

Keywords:

We discuss the use of combined analysis and simulation to tackle the problem
of bridging between the scales in large systems of interacting particles (agents).
On the microscopic level we consider several models: Hamiltonian systems such
as those that arise in atomistic models for fluids or solids; networks of grain
boundaries modeled by evolution PDEs, as well as several stochastic processes.
Coarse-graining may involve the passage to large scales in time, space or both.
The larger scale models, whether at the mesoscopic or macroscopic levels, involve
stochastic processes, stochastic differential equations, ordinary and partial differ-
ential equations. The passage between scales is done using two approaches. One
involves the construction of a Markov process followed by probabilistic methods
combined with simulation. The other follows continuum mechanics arguments
combined with simulation. The role of simulation in both approaches is to bridge
gaps in the analytical steps, suggesting conjecture about the behavior of certain
quantities needed for a complete description on a particular scale.

Multiscale simulation, coarse graining, microscopic models, macroscopic equa-
tions.

1. Introduction

In many areas of science and engineering the bridging between descriptions
at small scales to those at large scales is a central problem. In most fields,
macroscopic models were derived first, and only years later a detailed study
into microscopic aspects of the problem, followed by microscopic models have
been completed. Coarse-graining refers to the process of deriving larger scale

*Supported by NSF Grant DMS9805582
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models from given models. Major challenges in this direction are found in
economics, material science, chemical engineering, and biological sciences.

The need to understand coarse-graining in a mathematical way is obvious by
looking at many areas and their contemporary leading questions. Recent years
have raised new challenges in material science, in fluids, in nano-technology,
in biological systems (immune system, nervous system), and have stimulated
the search for connection between models at different scales. A common chal-
lenge is to understand how do the laws of physics/chemistry/biology/economics
change as we go from the small scales to larger scales in time and space. The
context of the problem is very general. In material science, this may refer to
the passage from atomistic levels to the level of grains (in polycrystalline ma-
terials); in fluids it may refer to passing from atomistic models of mixtures to
macroscopic levels; in biology to the passage between molecular level (pro-
tein) to networks of molecules sharing a common task, to organelles, to cells,
to tissue, ending at the organ level. Many of these challenges are yet to be tack-
led, and probably each of these challenges will result in new methodologies,
new mathematical and computational tools. Studying the problem of coarse-
graining in general, examining different fields of application increases the
chance of progress. Different fields share common aspects of coarse-graining
and progress in one area may help in others. Mathematics is a unified language
to bridge between those apparently different problems.

We have considered several areas where the coarse-graining problem is a
central one. The following examples, among others, helped us identifying
some of the questions to be answered.

Economics. Consider the problem of studying the economic behavior of a
country, where the problems of interests are concerned with global quantities,
such as inflation, interest rate, unemployment, etc. Assume that the modeling
approach is microscopic. Thus, the economy is made up of many ’agents’ that
interacts with each other; there are many types of agents, among others are con-
sumers, producers (firms), banks, government, federal reserve and more. Other
elements in the model are money, commaodities, products and labor that are
being exchanged between the agents. Behavior at the smaller scales is usually
understood better than at the macro level, making this approach a desirable one,
provided that it can be carried out. The challenge is not only computational,
which is obvious. It is also in the interpretation of such huge systems which
exhibit behavior on many scales important for applications. Economic theories
use concepts such as aggregate demand, aggregate supply etc, attempting to
construct macroscopic laws starting from microscopic level. However, a sys-
tematic approach that connect the small scale modeling with larger scales is
missing. Probably, this is due to the fact that performing this task using purely
analytical techniques is not feasible, and a combined analytical-computational
approach may help here.
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Material Sciences. Many of the modern challenges in material sciences call
for including microstructure description in the modeling. The reason is sim-
ple, without it modeling of the macroscopic level is inaccurate or sometimes
even wrong. Material strength in polycrystals, for example, is determined by
their grains structure, including size, texture and other properties. Disloca-
tions pose another major challenge in integrating microscopic features into
macroscopic behavior. Certain questions require atomistic considerations, for
others a mesoscale (grain level) is sufficient. To appreciate the richness of
models needed for this filed consider a piece of metal, say a small wire, which
looks homogeneous on a macroscopic scale. A closer look reveals a granular
structure. Each of these grains have an almost perfect crystal structure, with
embedded defects of different types; dislocation, voids, impurities and more.
The surfaces between grains they move at a rate determined by curvature, and
certain properties of the adjacent grains. On even smaller scale these surfaces
seems to have random fluctuation, due to thermal effects. The grains, that look
almost as perfect crystals are not stationary. The atoms that define them move
extremely fast but staying most of the time around some ’center’, which we
may identify as a lattice point.

Complex Fluids. Fluid mixtures behavior is an interesting problem with
many contemporary applications. In most cases fluids are being treated using
continuum mechanics, using a set of partial different equations (Navier-Stokes).
More recently, advances in technology called for understanding more complex
fluids. The problem is that for these fluids the classical equations are not the
proper macroscopic description. Here one must go to smaller scales, where
the behavior is better understood and to build from there a macroscopic model.
An example is a fluid made up of two types of atoms, A and B, such that the
interactions AA and BB are attractive and AB is repulsive. Such a fluid (with
the proper interactions) will develop ’clusters’. The macroscopic dynamics of
such a fluid will depend on the presence of clusters.

These examples, point to some of the issues that need to be considered,

= What is the appropriate type of modeling technique to use? Stochastic
versus deterministic, discrete versus continuous.

= Within a given modeling paradigm, what are the correct variables to
introduce?

= How to interact across scales, where such interaction is necessary?

Togainaninsight into the procedures of coarse graining it is useful to consider
examples of microscopic models, macroscopic models and their relations. The
different models can be classified as stochastic versus deterministic models or
continuous versus discrete models, and subclassifications is possible in both.
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2. Microscopic Models

We divide the class of microscopic models studied here into stochastic and
deterministic models. The purpose of listing a variety of models of different
type is to point out both the need and the possibility of mapping’” models from
different representations. The goal is to approximate certain aspects of the
detailed model using a simpler model.

2.1 Stochastic Models

Random Walks: A well studied class of models can be viewed as random
walks. Here the basic property under study is a random variable which under-
goes a stochastic dynamics specified by a certain distribution function. Particles
perform jumps that are independent.

Uniform Media The simplest case of a random walk is that on a uniform lat-
tice, say 1D. The state of a particle is denoted by «7*, and transition probabilities
are specified,

Paj™ =2} £ h) = ps. M)

Nonuniform Media: A more interesting case, though much more difficult
is when the jump probabilities depend on the site, and whose distribution is
prescribed. These are less commonly used processes and are more challenging
theoretically as well as computationally. See [6] for more information about
random walks on nonuniform media.

Random Walks with Waiting Time: A more general class of models allow
the jumps to happen at arbitrary times according to a prescribe distribution.
Models may involve discrete or continuous time and/or space. We restrict our
discussion to the discrete-time discrete-space case.

A probability distribution (&, n) for jumping a distance of n lattice points
after staying precisely k time steps in the current position, is given. A common
case is when v has a representation

P(k,n) = w(k)A(n) ()

for some function w, A. A detailed discussion for the continuous time case is
given in [7].

One of the interesting features of such models are the long tails behaviors
of different averages, for proper choices of the function . The mean square
displacement, for example, obeys,

<|r(t) — r(0)> >~ Ct* fortlarge (3)

where o depends on the decay rate of w(k) at infinity. See [7] for more details.
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Monte-Carlo Methods are stochastic process that are govern by a Hamil-
tonian. Probabilities for moves are related to changes in energy between the
possible configurations.

Given a configuration X, and another one X', associated with energies
E(X), E(X"), respectively, transition probabilities between states can be de-
fined in many ways that obey detailed balance. The Metropolis rule isacommon
implementation,

n_ | exp(=AE/T) AE/T >0
P(X—>X)—{1 AEJT <0 @
where A FE is the change in energy, and 7" is the temperature in proper units. In
these methods the jumps of particles depend on the configuration.

Stochastic Differential Equations are used in many modeling areas. As
an example we give the Lengevin’s equation. Particles obey the dynamics

dr =vdt

dv = —Cdt + dG ©)

where G models a Brownian random noise. One of the well known properties
of this model is behavior of mean square displacement,

< |z(t) — r(0)|> >~ Ct fortlarge (6)

2.2 Deterministic Models

Ordinary Differential Equations are used in atomistic modeling, known
as molecular dynamics (MD), which in the simple cases take the form,

dz; _
g =Yy

dv;
mjd_tJ = — Zi;ﬁj V(ﬁ(’wz - :L']‘)

where the potential ¢ is prescribed. Usually, the potential is derived using exper-
iments or detailed computation involving quantum mechanical considerations.
The total number of particles may be in the range 10 or more.

Partial Differential Equations (PDE). Macroscopic dynamics is usually
modeled by differential equation. Here the implicit assumption is that the
number of particles involved is so large that the quantities of interest, e.g.,
averages, do not show any noticeable fluctuations. The equations involved may
deal with averages of the microscopic model, such as mass density, or may deal
with distribution functions, e.g., particle velocity distribution.

Equation for Averages: Classical examples here deals with the dynamics of
fluids or solids in terms of averages (when viewed from a microscopic level).

()
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As an example we mention the compressible Navier-Stokes equations, which
can be written in a vector form as
ou + div[F(U)] =0 (8)
ot
for the unknown vector U = (p, pV, pE), and a given flux F(U), see [8].
Macroscopic equations can sometimes be derived from equations for distribu-
tion functions.

Equations for Distribution Functions: Markov stochastic processes give rise
to the well known Chapman-Kolmogorov equation. This equation, referred in
general as a master equation, describes the dynamics of the probability distri-
bution function and can be used to infer equations for averages of interest.

Approximation of the master equation, which in many cases is an integral
equation, by a differential equation, is useful in many case. A well known case
is the Fokker-Planck equation,

of  owf)  %f
o “av ~Par ©)

describing the evolution of the velocity distribution for particles following the
Lengevin’s model presented above.

Other examples for distribution function dynamics were derived from phys-
ical principles, e.g., the Boltzmann equation

of | OF _

S s = QUL ) (10)

where Q(f, f) represent the collision term, see [3]. This equation, describing
the evolution of the velocity distribution function for dilute gases.

3. Coarse-Graining Approaches

Coarse-graining may be viewed as a mapping between models of different
types. A deterministic model may be mapped into a stochastic one, and vice
versa, a stochastic model may be mapped into a deterministic one. The goal of
such mappings is to approximate certain features of the detailed model, using a
much simpler model amenable to analysis and efficient computation. In some
cases the simpler model is just a coarse time representation of the problem,
while in other cases, it may involve new variables, such as averages. We go
briefly over a few approaches.

Kinetic Theory and Macroscopic Equations: One of the classical ex-
amples of passing from a microscopic level to macroscopic level is due to
Boltzmann. The starting point is an equation for the dynamics of the velocity
distribution function (10). By taking moments of this equation one obtains a
sequence of equations for the moments of f,
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M, = /ka(v)dv k=0,1,2,... (11)

The first two moments are the well known quantities in continuum mechanics,
mass and momentum , My = p, M1 = pV.

This procedure requires the introduction of closure relations. For example,
certain second order moments are expressed in terms of derivatives of lower
order moments, i.e., velocities.

One role that numerical simulation can serve is to validate or suggest closure
relations, or to examine the regime for which a given closure relation holds. In
[1], a well known model by Einstein for self diffusion is examined. A closure
relation, pV = — DV p, is verified to hold for densities which are not too small.
In the other case an extra equation for the variable pV" must be introduced.

This suggests that many closure relations are stationary solutions of evolu-
tion equations with time scale much faster than that of the rest of the system.
Thus, for times that are not too short, these evolution PDE reduce to algebraic
equations between quantities appearing in the problem.

Markov Process Representation: When coarse graining is done some as-
pects of the system are ignored, and in many case the resulting system has a
stochastic character. When temporal coarsening is employed, the details of the
dynamics between the larger time increments are lost. The resulting large time
’steps’ reveal a non-deterministic dynamics. As an example, consider a gas at
equilibrium, where its molecules are interacting via a short range force. If we
observe the system at time intervals which are larger than the mean collision
time, we observe velocities that do not obey any simple rule; their deflections
seem random. Although we have started with a deterministic model, upon
temporal coarsening, we have ended up with a stochastic process.

Lets look at another motivation for dealing with stochastic representation of
phenomena on large scales. When a large number of objects’ are interacting,
we may be interested in the behavior of populations, and this naturally lead to
dealing with distribution functions. A given property of the ’objects’ is dis-
tributed in the population usually in a nonuniform way, and affect the outcome
of the total behavior sought. From probability theory we know that equations
for distribution functions are closely related to stochastic processes. For exam-
ple, a diffusion term in the equation for the distribution function is related to a
random walk. Thus, when we discuss equations for distribution functions, we
are implicitly discussing some stochastic processes. An example is the DSMC
(direct simulation Monte-Carlo) method, see [3], to model dilute gases, whose
connection to the Boltzmann equation has been shown years after the method
was introduced and used in real world applications.

In view of the above examples we regard the passage to a stochastic process at
larger time-space scales as a fundamental step in coarse graining. The starting
point in construction of stochastic processes is identifying a proper set of vari-
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ables. From practical point of view having a Markov process is an advantage,
since in this case the history of the "object’ or particle need not be stored.

Proving the Markov property for a stochastic process whose origin is a de-
terministic dynamics is not an easy task. Numerical simulation can be used to
check whether the Markov property holds to a good approximation. This is not
a replacement for a proof, but may serve as a selection procedure for the right
conjectures.

Once aset of variables for describing the stochastic process have been picked,
the following steps follow,

1 Check the Markov assumption for the variables picked. If not Markov
look for additional variables.

2 Construct transition probabilities from simulations, check for their time
dependence (hope for time independence!).

3 Construct a master equation, Then apply proper approximation (Taylor
expansions, for example).

4 Averaging of the kinetic equations analytically, then using numerical
closure relations.

The numerical procedure that is invoked to verify that a given dynamics fol-
low a Markov process proceed as follows. First, calculate transition probabili-
ties between states using the microscopic model. This can be done by following
all particles that are in a given state, say £, and monitoring the fraction of those
particles that end up after k time steps at a new state . Let

Au(E) = {jla7 € B}
(12)
AV(FIE) = {jla} € B, 27" € F}.

An approximation for transition probabilities p"+*(E — F), of being in E at
time n and in F at time n + k, is given by
ik ) [ARTEE|E)]

P'™(E — F) A, (F) (13)
where |.A| stands for the number of elements in .A. The particles in a given
state £, have reached there from other states, £/, « € J. The process
satisfies Markov property if the transition probabilities as calculated from the
whole population at state £, equals to transition probabilities as calculated from
subsets of A,,(E), corresponding to being in different states at previous times.

A procedure for carrying out step 3 is demonstrated in [5], for an particu-
lar example. A general master equation is given, the Chapman-Kolmogorov
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equation (an integral equation), and using a Taylor approximation the Fokker-
Plank and Chandrasekhar equations (differential equations), are derived. These
equations are more manageable for analysis as well as computation.

Step 4 above has been done in different models, probably the most significant
case is that of deriving the Navier-Stokes equations from kinetic theories and can
be found in books on kinetic theories of gases. Recently, we have applied these
ideas to coarse graining in modeling of grain growth. This will be presented
elsewhere.

Density Representation: In this approach one defines volume averages
(and/or time averages) and looks for their equations, which are in general
stochastic finite difference equations. For sufficiently large scales, the stochas-
tic parts of the equation diminishes, resulting in finite difference equations
corresponding in many cases to some differential equations. Take for example
the MD model of section 2.2. Define the following averages

1
M) = —— S ok, 14
") = B s 9
x;€B(z,r)

For sufficiently large (in microscopic terms) r, these averages are good ap-
proximation to the well known quantities from continuum mechanics, e.g.,
M79 = p(ac), M,}(:L’) = pV(:L'), T

The dynamics of these densities is constructed by arguments similar to those
of fluid dynamics, see for example [4], but carried out on the discrete level. A
control volume is defined and the change of each of the moments M* in this
volume is computed. We demonstrate the idea for the balance of mass.

Consider a domain €2 where we would like to evaluate the density p as a
function of time. Letm (€, ) = 3, e m;, e the total mass in 2 at time t.

Define an index set A(t) = {j|z;(t) € 1}, thus,
m(Qt) = Y m; (15)
JEA(D)

Introducing the notation A = A(t) and A = A(t + 6t), we have,

m(Q,t+6t)fm(Q,t):ijfz:mj: Z m; — Z m;j. (16)

jeA JEA JEA\A JEA\A

The right hand side can be interpreted as mass influx minus mass outflux,
that is, net mass flux. The last expression, provided that it has a continuum
limit, will give

m(Q,t+0t) —m(Q,t) = ot [ fi(s)ds (17)
o0
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where the function f;(s), is the mass flux per unit area (length) per unit time.
This function is an odd function of the normal n, and a first attempt is to express
itas f; = J? - n.

A numerical study of the net mass flux reveal the following. J# fluctuates
both in space and time, and fluctuations depending on the scale chosen. We
can interpret it as a random variable whose probability distribution has to be
identified.

When partitioning the domain of computation into identical square, and
defining the local density in each square p; ; = m; ;/h? where m; ; is the
mass in cell (i,j), we get

5
pij(t+6t) — pij(t) = [ J7 1 Ml Thrs RUTE s

+35,] 24 (18)
I (O
Tige Bigd T Bl
Using numerical simulation whose details are given in [1] we obtained,
JP = —pV + fluctuation terms. (19)

On sufficiently large scale, the fluctuation disappear, and we recover a deter-
ministic equation for the evolution of the mass. In this case we may view the
result as an approximation to a continuous analog,

m(Q,t + 6t) —m(Q, 1) %/ SV - nds 20)
ot 90

which holds for an arbitrary domain €2, leading to the equation

i + div(pV) =0 (21)
ot
under proper regularity of the functions.

Thus, in this approach, analysis is combined with simulation to construct
approximations for certain fluxes in terms of simpler averages. This is a way
of generating closure relations. Of course, in the example given here, we need
to define an equation for pV" using a similar approach, starting with balance of
mass, finding the expression for its evolution and expressing certain averages
in terms of simpler ones.

Temporal Coarse-Graining

Stochastic— Stochastic: Consider the simple case of a stochastic process
involving independent particles whose master equation can be written as,

prl — ppn (22)

The random walk described in a previous section satisfies this relation. One
question of interest is the transition probability for larger times,

P(2™F = 2" + mh)
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This of course, is a well known problem, which has an analytical solution. The
question of calculating the above probabilities can be solved by considering

Pn-i—k — Lk:Pn
PO — 50 (23)
This amount to calculating powers of L. Although this example is simple and
can be solved analytically, we present it as a model for studying central issues in
coarse graining. For example, what features of the original model are preserved
upon coarse graining? In what sense, or for what initial data, the coarser model
is a good approximation to the detailed model? What numerical schemes can
be used to compute the longer time transition probabilities (a task that in some
cases cannot be done analytically)?

Deterministic — Stochastic A more challenging passage between models is
in passing from a deterministic model, such as MD model for fluid, to a stochas-
tic model, such as the Lengevin’s equation. For the MD model mentioned above
we have,

t-+3t
vj(t + 0t) = v;(t) + - /t Vfi(s)ds (24)

where f; is the force acting on the j-th particle. Its complicated expression
involving the interaction with the neighbors is given in equation (8). When 6t
is large enough to include many ’collisions’ it is plausible that the integral on
the right hand side can be viewed as a stochastic force. This can be seen by
taking snapshots of the MD simulation. Increments in velocities seem random
and with a careful study using numerical simulation, are shown to follow a
nice distribution function, almost a Gaussian distribution. However, the mean
square displacement does not follow a linear behavior in time. This poses an
interesting challenge. What stochastic process will result in super linear mean
square displacement, and have the velocities follow a Gaussian distribution?
A discussion of different attempts to approximate the MD dynamics using
stochastic processes will be given elsewhere.
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Abstract In this paper, we will discuss mathematical models and numerical simulations for
electrochemical power systems such as lithium-ion battery. We will address the
issue of well-posedness of the underlying system of nonlinear partial differential
equations, and introduce numerical methods for battery simulations based on
Newton linearization, Krylov subspace iteration and multigrid preconditioning.
Finally, we will give a brief introduction to fuel cell modeling and simulations.

1. Introduction

Electrochemical power sources such as lead-acid, nickel-mental hydride (Ni-
MH), lithium-ion batteries, as well as various fuel cells, are widely used in con-
sumer applications and electric vehicles. Modeling and simulation of battery
and fuel cell systems has been a rapidly expanding field. The analysis of electro-
chemistry systems, such as a battery during charge, discharge and open-circuit,
draws primarily on three fundamental areas: thermodynamics, electrode kinet-
ics and mass transport phenomena. These factors determine system behavior
and strongly interact with each other[5, 17].

The majority of advanced battery and fuel cell systems employ porous elec-
trodes because they provide large surface areas and a close proximity of the
pore electrolyte or gas (in fuel cells) to the electrode material to facilitate elec-
trochemical reactions. A porous electrode cells considered consist of three
phases: a solid matrix (electrode material and separator), and electrolyte (lig-
uid or solid) and a gas phase, with complex interfacial structures. It is usually
extremely difficult (if at all possible) to solve the exact equations on a micro-
scopic scale due to the complex interface morphology. Instead, macroscopic
cell models are derived by averaging the microscopic (exact) equations over a
representative elementary volume that contain all phases.

361
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In this paper we mainly consider the battery model and use lithium-ion battery
as an example. Our lithium-ion battery model is based on the so-called micro-
macroscopic coupled approach [24] and developed by Gu and Wang [9], see
also [6, 4, 3, 14] for related works. The governing equations of the model are
given by a system of coupled quasilinear partial differential equations.

We will address the issue of well-posedness of the mathematical model for
lithium-ion batteries. By exploring some special structure in this system, we
are able to adopt the well-known Moser iteration (which is often used for scalar
equation)[19, 20] to establish some crucial a priori maximum norm estimates
for the systems. With these a priori estimates, we use the Leray-Schauder theory
to establish the existence and uniqueness of a subsystem of elliptic equations
that describe the electric potentials in the model. Finally, we employ a Schauder
fix point theorem to establish the local (in time) existence for the whole model.
We note that, from the physical point of view, global existence is not expected:;
and give some numerical results to support this argument.

We will also discuss an efficient and robust numerical method for battery
simulation. Inour numerical simulations, Newton method is applied to linearize
the nonlinear system, and preconditioned GMRES to solve the linear system.
There are also new and crucial feature of our work, for example, introducing
multigrid method in the construction of the preconditioner, which makes our
work very efficient in battery simulation.

In the end of the paper, we give a simple introduction on the modeling and
simulations for the fuel cells which still remains as a developing and challenging
filed.

2. Description of Lithium-ion Model

The lithium ion cells consist of the negative electrode current collector
(Cu), carbon negative electrode(Li,Cg), separator, positive manganese diox-
ide electrode(Li,Mn»0,4), and the positive electrode current collector(Al), as
shown in Fig. 1. The electrolyte is a solution of lithium salt in a non-aqueous
solvent. Electrochemical reactions occurring at the electrode/electrolyte inter-
faces are as follow:

Composite positive electrode

discharge
. . _ — .
Liy_zMnyOy4 + zLit + ze - LiyMnoOy,
charge
and omposite negative electrode
discharge
. — . . _
Li, Cg - LigCg + zLi* + ze .

charge
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Current collector
Current collector

<
1
o

Fig.1. Schematic of aLithium ion cell and model representation

Lithium-ion inserts into the positive electrode and de-inserts out of the neg-
ative electrode during discharge. The change reverses during charge.

Reaction rates. The transfer current from the lithium insertion or de-
insertion reaction at the electrode/electrolyte interface that consumes or gener-
ates the species Lit, is assumed to be governed by the Bulter-Volmer equation

[17],
. . aaF CYCF
j=aig; [GXP <—RT 77j> — exp (- T nj)] : 1)

where a denotes the specific interfacial area of the manganese dioxide or carbon
electrodes; the exchange current density, io;, is a function of the concentration
of lithium ion in the electrolyte phase and the concentrate of lithium in the solid
active material phase,

in =k (Ce)aa (CS,max - Ese)% (Ese)ac§ 2

Cse 1S the area-averaged concentration of lithium at the electrode/electrolyte
interface which is determined by

Dy, _ j
l_(cse — ) = _;_F’ (3)

and the local surface overpotential of reaction j is defined as

nj = Ps — P — Uj(Cse, T), j=1 and j=2. 4)



364 RECENT PROGRESS IN COMPUTATIONAL AND APPLIED PDES

Here, Uj, a function of ¢,. and temperature, stands for the open-circuit (i.e.
equilibrium) potential of reaction j.

Effective diffusion coefficient. The effective diffusion coefficient in-
cluding the effect of tortuosity is evaluated by the Bruggeman relation, i.e.

D" = Del?, ()

where D is the mass diffusion coefficient of lithium ion in the electrolyte, . is
the volume fraction of the electrolyte phase.

Species conservation equations. Let ¢, ¢ be the volume-averaged con-
centration of the lithium in the electrolyte phase and the solid phase, respec-
tively. Conservation of lithium in the electrolyte phase and solid phase gives

8 Eele e 1 _to .
Cele) _ g (D) + -, ©)
0(egcy j
(at ) _%’ )

where tS’r is the transference number of the Li™ with respect to the velocity of
the solvent.

Charge conservation equations.  For the electrolyte phase, the charge
conservation equation takes the following form,

V- (k°TV®,) - V- (k8 VInec,) +j=0. (8)

This equation can be used to determine the electrical potential in the electrolyte
phase, ®.. x4 is the diffusional conductivity given by

o 2RTr
/’QDH:T(l—tg_). (9)

For the solid phase, the charge conservation equation is expressed by
V- (c*iva,) —j=0, (10)

where s denotes the manganese dioxide or carbon electrode.
Energy conservation equation. Without convection in the cell, the general
thermal energy equation reduces to

9(pcpT)
ot
where the heat generation rate ¢ is expressed by

= V- (AVT) +q, (11)

g = j(@s—qJG—UjJrT%) 4o TYD, . Vb,

£ a (12)
+rEVP, - VO, + k5 Vine, - VO,.
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Initial/Boundary Conditions. Uniform initial conditions are assumed, i.e.
Ce = Ce0y Cs=cso, T =To. (13)

The computational domain is confined by the two current collects. The
electrolyte is confined within the cell and no reaction occurs at the current
collector surfaces, giving rise to

ace 805 8®e
= = d = 14
on 0 on 0, an on 0 (14)
at all boundaries. Current is applied at the tabs on the top and heat is dissipated
only through the tabs(basecase)or through the sides as well as through the
tabs(see Fig 1.), yielding

Aty =H,
_,\88_% — (T —Ta) if 2 < Lgg or & > Lee. (15)
oy «a
At the other boundaries,
o9
Y=xs — O
on (16)

“AL = BT - Ta).

3. Local existence

In this section, we will consider the well-posedness of the mathematical
model for lithium-ion battery system. The system of partial differential equa-
tions we considered are the equations given by (6), (7), (8) and (10) together
with initial-boundary value conditions given by (13), (14), (15) and (16). The
thermal affect is neglected in these two sections. Among these various equa-
tions, the equation (7) is a simple ordinary differential equation. Technically
speaking, this equation will not contribute extra difficulty in our analysis given
below. Thus, for simplicity of exposition below, we shall drop this equation
from the system. In this section, we consider the local (in time) existence of
the isothermal lithium-ion model.

3.1 The System of Partial Differential Equations

We will consider the following system of partial differential equations:

-V (k(c)VP.) + V- (kp(c)VInc) — Se(Ps — Pe,c) =0, x€Q,

17)
LV (0VB) + Su(®y — Bpc) =0, x e, (18)
V) G (DVe) - Su(®y — Boc) =0, € Q. (19)

ot
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Here we have used some simplified notation. For example, we have used ¢
instead of c.. The “source” term

Se(®s — Pe,¢) = j = apg(c) sinh (az(Ps — P — Ul(c))), (20)

in " and S, = 0 in Qg, where g(¢)(> 0) is a smooth function of ¢; «g, o are

positive constants (v, a(M) and so on will also denote some other positive
1—t9.

constants in the following). S.(®, — ®.,¢) = —+j where F, t9 (< 1) are
positive constants.
negative electrode separator positive electrode
Lo Qq Qs Qe e

Fig. 2 The domain 2.

The domain Q = Q, U Q, U Q. € R"™ denotes the whole battery domain,
where Q,, g, €. denote the negative electrode, the separator, the positive
electrode, respectively. Set Q' = Q, U Q.. Eq.(17) and Eq.(19) are defined in
the whole domain Q; Eq.(18) is defined in the domain ’. From (9), we have
KD = a1k. €, D and o are positive piecewise constants, and « is a piecewise
smooth function of ¢ which satisfies x(0) = 0; x(c) > 0, if ¢ > 0. U, which is
defined in €, is a known bounded smooth function of c.

We can drop the second term of Eq.(17) by setting . = &, — a; Inc and
U(c) = U(c) + ay Inc (we still use the same notations ®. and U(c)). For the
unigueness of the system, we impose the following condition:

/ Podz =0, (21)
Q
and define
HI(Q)={uc Hl(Q),/ udx = 0},
Q

L (92) and C(©2) are defined in the similar way.
The boundary condition for ®; reads:

0P,
on

—0 =1 on T',UTl,,
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where T, C 09,, I'c C 09.. At the other boundaries(note that & is defined
in Q),

oo,
on 0
and 50 5
e _C _
5 = 0 on 01, 8n—()onc?Q,

for ®, and c¢. The initial condition for c is
C|t=0 = (o,

where ¢y > 0 and we assume ¢y € C%%(Q).

3.2 The elliptic system for potential variables

In the subsection, we shall first study the first two elliptic equations given
by (17) and (18). Namely, we view the concentration variable ¢ fixed and it
satisfies the following condition:

lellzee + lle™ [z < M,
and we consider the following elliptic system:
V. (k(()V®,) — S =0, z€Q, (22)
~V - (oV®)+S.=0 ze€Q. (23)

with same boundary condition for ®., ®, described in previous subsection.
Define X = L2°(Q2) x L>®(£'), and the mapping Z : X x [0,1] — X such
that forany V = (u,v) € X,6 € [0,1], ® = (®., ®5) = Z(V, 6) is the unique
solution in H! x H' to the following system:
=V - (k(e)V®e) — §(Se(v —u,c) — I() (v —u))
—I1(Q) (P — D) =0,
-V - (6VPg) 4+ 0(Se(v —u,c) — (v —u)) + (Ps — D) =0, (25)

(24)

where I(€2') = 1in Q" and I(©') = 0 in Q,. The boundary conditions are
the same as those for the system of Eq.(22) and (23), except on ', U T'.. the
boundary condition for @, reads

0P,

- on -

We assume that & = (®., P,) € X satisfies X = Z(X,d) for some § €
[0, 1]. Using Moser iteration[19, 20], we have the following lemma.

ol.
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Lemmal. Letp > 2beaninteger, even,and p < % where n is the dimension
of Q(If n = 2, p < +oo; if n = 3, p < 6). Assume that ||c||ze + ||1/c¢||pe <

M, If (@, ) € (H x HY)N(LL x L) is asolution to the following elliptic
system

—V - (KV®,) — 6S.(Dy — D, ) — [(Q)(1 — 6)(s — Be) =0,  (26)
—V - (0VD,) + 68:(Ds — e, ) + (1 — 0)(By — D) =0,  (27)

with the same boundary conditions for the system of Eq.(24) and (25). Then
Given any X, € €', R > 0 such that R < dist(X,0¢'), forany 6 € (0, 1),
we have

1
ess sup (|De] + [Bs]) < a(M)(e / (Do + @, ])Pdda) /7
BGR(XO) ‘BR(XON BR(Xo)

where Br(Xo) = {¥ € R”,[Y — Xo| < R).

Similar estimates are still valid, if X, € Q, or X, € 9. At last, we get
the following a priori estimate.

Lemma 2. Assume that ||c||z~ + ||1/¢||pe < M. If @ = (D, D,) € X
satisfies @ = Z(®, ) for some § € [0,1]; there exists a positive constant
K (M) such that

[®Pellpoo() < K(M); || Ds] ooy < K(M).

The existence of the solution (in H! x H") to the system of Eq.(22) and (23)
follows by using the Leray-Schauder theorem:

Theorem 1. We assume ||c|| o + ||c ™!z < M; then the system of Eq.(22)
and (23) admits a unique solution (®., ®,), and there exists a(M ) such that

[el[Loe + [ @5l e < a(M).

Now we will outline proof of the local in time existence for the system of
Eqg.(22), (23) and (19). Set

M = |[eoll el + [11/col[ e + 1

Let 77 > 0 be a small constant to be determined. We want to establish the
existence of a solution c in the space,

Vr={ce C%(Qx[0,T)),c 2 1/M,|c|co < M}.

Let ¢ € Vi be any function. We first define &, and &, by solving the system
of Eq.(22) and (23) with ¢ replaced by ¢. Once we have (®., @), we then can
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define ¢ by solving (19) in L2([0, T, H'(Q2)) (with c in S, replaced by ¢). We
define the mapping T : ¢ — ¢. A parabolic a priori estimate gives

lellco < [leollco + Ta(M) < M,

if we take 7" small. As ¢ is C*/2 for some a € (0,1) [15](bounded with
bounds depending on M and T"). Hence T is compact.

We can also see that T is continuous. Hence T has a fixed point, by the
Schauder fixed point theorem.

Theorem 2. There exists 7' > 0 such that the system of the equations (17), (18)
and (19) admits a unique solution (®., @, c¢) where @, satisfies (21).

3.3 Finite battery lifespan

After the establishment of local existence as done in preceding section, one
natural question is whether the local existence result can be extended globally
(in time). In this section, we will try to use both physical arguments and
numerical experiments to illustrate that a global solution for the system of
partial differential equations in our model may not be expected.

The simple (and perhaps nearly naive) physical argument is that a lithium-ion
battery can not be run forever and its life expectancy has to be finite. In fact,
in the model under our consideration, the battery is either only always being
discharged (/ > 0) or only always being charged (/ < 0). Hence the battery is
expected to be either drawn out (in the former case) or to be blown-up (in the
latter case) within a finite amount time. This means, mathematically speaking,
that the systems of partial differential equations can not have a global (in time)
solution.

Of course, our systems of PDEs is only a model for the reality and the
above argument may not be convincing. Next we shall present some numerical
examples to support this argument. The major input variable in the model is
the current i = frc IdA. Fig .3 and Fig 4. give the numerical results of the cell
potential for ¢ = 0.3C' = 0.678A and ¢« = 3C' = 6.78 A.

In each of the above, we observe a sharp change of value of cell potential at
a critical time and the solution cease to exist beyond this time. As expected,
the battery life expectance gets shorter when the current i gets larger.

It would be interesting to mathematically prove (or disprove) that the exis-
tence of the critical time (nonexistence of the global solution) with the condition,
such as ¢ = const.
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Cell potential during 0.3C discharge Cell potential during 3C discharge

5 T T
e 1
o
- -
> >
2 2
- = 5r
8o 8
= =
c c
Q Q
9 2
[o] o}
a0 a
3 6710*
0 0
af
st
o}
8 : ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘
0 2000 4000 6000 8000 10000 12000 0 100 200 300 400 500 600
Simulation time (s) Simulation time (s)
Fig. 3.1 Fig. 3.2

4. Newton-Krylov-Multigrid Method

The intention of this section is to introduce an efficient and robust numerical
method for Lithium-ion battery simulation. We use Newton method to linearize
the nonlinear system, and use preconditioned GMRES method to solve the linear
system. Comparing with the related works [17, 21, 2], there is also new and
crucial feature of our work. We use Newton method in different level, Newton
method is applied to solved the global linear system, it is also using to decided
the value in each vertex (local 1-d problem). For the preconditioner we choose
the Block Gauss-Seidel method and use the multigrid method in the construction
of the preconditioner.

4.1 Newton Method

The transient terms are discretized by a fully implicit scheme making use
of the backward Euler method. After discretizing the spatial terms by finite
volume or finite different method, one is faced with the problem of solving a
system of nonlinear algebraic equations which we simple express it as

f(s) =0 (28)

where f isavector function, f : R — R4", where n is the number of vertices
in the grid. Let J(s) = % be the 4n x 4n Jacobian matrix of f.

Algorithm 1. Newton method. Given an initial guess s°, for m =
0,1,---

700
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1) Solve the linear system
J(s")n™ = —f(s™). (29)

2) Define
sl = gm ym, (30)

The convergence of Newton method is locally quadratic and has been found
to be particularly fast for the present model problem. The solution to (28) can
be obtained in a few iterations using this method.

Remark In fact, j is an implicit function of c., cs, ®¢, P (see (1), (2), 4),
(3), and (17)). Newton method is also used to get the value of j at each vertex.
which is a (local) one-dimensional problem. From our numerical experience,
the accuracy of j play a crucial role in the convergence rate of Newton method.

4.2 Preconditioned GMRES

Now the problem is how to solve the linear system (29). We note that the
Jacobian matrix of this problem is nonsymmetrical and large. GMRES method
introduced by Y.Saad and M.H.Schultz([22]) is a kind of Krylov subspace ap-
proximation method, proved to be one of most efficient methods to solve general
(large sparse) nonsymmetrical linear systems of equations [8, 12].

The preconditioned GMRES method for solving system (29), is to solve the
following equivalent system

ML )™ = MTH=f(s™)),

by GMRES method, where M is called the preconditioner. Among numerous
preconditioning technigue, we choose Block Gauss-Seidel method and multi-
grid method in our work.

Write J = D — L — U where D is a block diagonal matrix, and L and U
are the strictly lower and upper block triangular parts of J — D, respectively.
If we assume that M = D — L, then M is also called the Block Gauss-Seidel
preconditioner.

If we assume that

Jcece Jceq’s Jce‘Pe ‘]CeT

g | Josce Joo, Joe. Jor
Jocce Jo.o, Jo.0. JoT

Jre.  Jre,  Jre.  Jrr

we need to compute J;_ v and so on for a given vector v in the block Gauss-
Seidel method. The problem is equivalent to solving the system,

Jepe, W =V,
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and so on. The matrices J..., , Jo 3., Jo, ., J7r are symmetric positive defi-
nite. Here, and they will be inverted by the multigrid method. As an iteration
method, multigrid method has a very fast convergence speed which is inde-
pendent on the grid parameter, and the number of whole arithmetic operations
needed isonly O(n)(or O(nlogn)), where n is the number of the unknowns. It
shows great performance in solving symmetric positive definite problem arise
from discretizing elliptic or parabolic partial differential equations [29, 13].

4.3 Results and validation

A general-purpose computational fluid dynamics (CFD) code, which uses
Picard-type iteration method, is widely used in this area. Picard-type iteration
method solves the governing equations one by one (similar as the nonlinear
(block) Guass-Seidel method). The convergence of Picard-type method is very
slow for strong coupled problem. Roughly speaking, it is efficient to solve the
model problem, the governing equations of which is not strongly coupled. See
[4, 21, 2] for related work on Newton iteration for the similar problem.

The following tabular shows CPU times of the two methods during 3C(6.78A)
discharge. The case is based on the model in Section 2, and same as that in
[9]. Our method is much faster than the Picard-type method, see [26] for more
detail.

Tabular 1. CPU times with different grids

2-D CPU time (s) CPU time (s) speed up
grid by Picard method | by Newton method
45x 32 44958.3 570.899 78.7501
90x 62 335001 2721.63 123.088
178x 122 - 11280.3 -
354x 242 - 47970.2 -

Mathematical modeling is indispensable in the development process for bat-
teries and fuel cells with higher energy density, higher power density and longer
cycle life; because a cell model, once validated experimentally, can be used to
indentify cell-limiting mechanisms and forecast cell performance for design,
scale up, and optimization [24].

The following pictures show the comparison of the numerical result and the
experimental data for several batteries ( 4.1 Lithium/Thionyl Chloride [11],
4.2 4.3 NiMH [10], 4.4 Lead-acid). These battery models are also based on
the so called micro-macroscopic coupled approach [24]. The predicted data
is fitting perfect well with the experimetal results. Simulation results from a
validated model can take the position of experimental data. For example, the
optimization of a battery design for a particular application necessarily involved
a large amount of time and expermental effort. Computer simulations are very
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useful in this process because they can potentially lead to a great savings of
time and materials.
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Figure 4.1 Comparison of experimental and predicted discharge curves Figure 4.2 Comparison of predicted cell discharge potentials (solid lines)
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Figure 4.3 Comparison of predicted cell potentials (solid lines) with the
experimental results(symbols)

Figure 4.4 Comparison of predicted cell potentials (solid lines) with the
experimental results (symbols)

5. Fuel cell — future direction

In this section, we will give a brief description of a different electrochem-
ical power systems, fuel cells; whose mathmatical modeling is related to but
more complicated to that of lithium-ion battery. We will only discuss the pro-
ton exchange membrance (PEM) fuel cell as an example of fuel cells. Proton
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exchange membrane fuel cell engines can potentially replace the internal com-
bustion engine because they are clean, energy-efficient, quiet, fuel-flexible, and
quickly starting up due to low-temperature operation. Since it usually involves
simultaneously electrochemical reaction, hydrodynamics, current distribution,
transport and diffusion, heat transfer and mixture and multiple phase materials,
a complete model that includes all these effect and their interactions is needed.

%
Anode Anode Anode Cathode Cathode Cathode
CH%EIEL Diﬁzsser Cl-a;%i Cl-aglltf Diﬁisser CH ,(A;QEIEL
H2, H20, % 02, H20,
N2 N2
YA
I q X

=

The PEM fuel cell to be modeled is schematically shown in Figure 5 and
divided into seven sub-regions: the anode gas channel, gas-diffusion anode,
anode catalyst layer, ionomeric membrane, cathode catalyst layer, gas-diffusion
cathode, and cathode flow channel. The present model considers the anode feed
consisting of hydrogen, water vapor and nitrogen in order to simulate reformate
gas (CO will be added in Part 1V concerning CO-poisoning effect), whereas
humidified air is fed into the cathode channel. Hydrogen oxidation and oxygen
reduction reactions are considered to occur only within the active catalyst layers
where Pt/C catalysts are intermixed uniformly with recast ionomer. Only a
single phase model is given below. The reader should consult Um et al. [27]
and Um and Wang [28] for other details of the reformate/air PEM fuel cell
model, Mench et al. [18] and Wang et al. [25] for two-phase model and other
fuel cell models.

The mathematical model for the PEM fuel cell is derived through different
conservation law and balance laws.

Figure 5. Schematic of PEM Fuel cell
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Conservation of mass:
d(ep)
ot
where e is the porosity, p is the density that depends on the concentration of
different species. w is the flow velocity.
Conservation of momemtum:
1 (8(pu)
e Ot
where p is the pressure, y is the viscosity and S,, is the fraction drag due that is

equal to — £ in the diffusion layers and zero elsewhere.
Conservation of species:

B(eck)
ot

where ¢, is the concentration of different species, D{’/ is the effective diffusion

constants and Sy, is the stoichiometry force that depends on the electric current

density j and the current i. in the catalyst layer and the membrane.
Distribution of charge:

+ V- (epu) =0, (31)

+ V(puw)) + Vp=V- (%vu) + S, (32)

+ V- (ecpu) =V - (szfvck) + Sk, (33)

V- (KTVa,) = ~Se, (34)

where Sy is the force that is equal to the current only on the catalyst layer.
Conservation of heat:

0(epcyT)
ot

where T is the temperature, K¢l is the effective diffusion coefficient, Sp
is only in the catalyst layer and the membrane, depending on j and i.. The
boundary condition of w is that it is zero on the interface between the diffusion
layers and the catalyst layers.

Modeling and simulation of fuel cell are more complicated than that of the
batteries. Comparision with the battery models, there are following new features
for the fuel cell models:

Input and output.  For the batteries, all the materials and produces are
inside the batteries, and they are reusable during another charge/discharge cycle.
But for fuel cells, this is a different story. There are fuel and oxidizer input, and
produce output during the working process of fuel cell. No charge is needed
for next time using. It is supposed to be powerful enough for future’s long time
usage, such as automotive engine and so on.

Mass and momentum equations. The flow convection, which is ignored
for most battery models, is very important for fuel cells. The mass and momen-
tum equations are coupled with the potential, concentration and heat equations;

+ V- (pe,Tu) =V - (KYIVT) + Sy, (35)
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so the system of the governing equations are more difficult to analyze and
simulate.

Complex geometry and 3-d model.  For the modeling of the batteries, 2-d
model is mostly enough, and sometimes 1-d model also makes sense. 3-d fuel
cell models should be considered for the purpose of validation and prediction,
because of much more complicated geometry and phenomenon. One can image
that the number of the nodes during simulation for the fuel cell is much larger
than that for batteries.
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Abstract We investigate the fully discrete schemes of the nonlinear Galerkin method with
variable modes for solving the Kuramoto-Sivashinsky equation. We address also
the problem of error analysis for the approximate solutions. Theoretical and
numerical verification shows that we can change appropriately the number of
modes of the small structure components which will lead the discretization to the

higher precision than usual.

Keywords:  nonlinear Galerkin methods, Kuramoto-Sivashinsky equations, full discretization

1. Introduction

The nonlinear Galerkin methods introduced by Marion and Temam in [7]
are well-suited algorithms for the numerical computation of various nonlinear
evolution equations over large intervals of time. Many authors make use of
these tools to the long-term integration of the Navier-Stokes equations. (See,

e.g., [2,6] etc.)

*Project Supported by Foundation for University Key Teacher by the Ministry of Education grant GG-110-

73001-1014.
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We explore the usage of the nonlinear Galerkin methods for the numerical
integration of the Kuramoto-Sivashinsky equations. Taking into account the
choice of modes of small structure components, one can obtain a truncation
with lower error. This observation motivated the theoretical study and the prac-
tical implementation of the nonlinear Galerkin methods with variable modes.
We consider two discrete schemes. One is explicit while another is implicit.
By virtue of a discrete analogue of Gronwall lemma, we are able to analyze
the error of these schemes. The estimates of the fully discrete errors show that

the approximate solutions {yﬁr’f )+ zi?ﬂ)?)} are far more accurate than what the

classical Galerkin methods and the standard nonlinear Galerkin methods pro-
vide. Other results, however, especially for the numerical computations with
the methods, have been reported elsewhere.

This paper is constructed as follows: Section 2 recalls some preliminaries and
the theoretical background. In Section 3 we establish and describe the schemes
of the fully discrete system based on our nonlinear Galerkin methods and we
provide in Section 4 some useful lemmas. Finally, in Section 5 we present
and prove the estimates theorems for errors produced by the two computational
schemes, showing a significant gain in the order of precision.

2. Preliminaries and Notations
The one-dimensional Kuramoto-Sivashinsky equations in the primitive for-
mulation are written as:
ou ot 0%u ou I 1
Vet —— U = —— =, ¢ 2.1
ot T Voat Tom Ther =0 TE < 2’2)’ >0 @2
u(z +1,t) = u(x,t) (2.2)
u(z,0) = uo(x) (2.3)
where v > 0 is an arbitrary constant and u(z) is [-periodic and of zero mean.
I 1
_ 2 _ 2
l I?eflne two spaces by H = {u|u € L*( — 3 5),u is odd }, V = Hp( —

29
functions. As usual, we denote HY the g-order Sobolev space, forany ¢ € N*.

For uw € H and v € V we denote the norms in H and V' by |u| =
L 12 L

{/2 ]u(x)]zdx} and ||v|| = {/21 (D%v(z)) d:::}2 respectively, where
- T2

D = 82 As shown in [11] (Chapter 111, Section 4) this definition leads to a

norm fan I-periodic functions. The corresponding scalar products will be de-
noted by (-,-) and ((+, -)) respectively. With these scalar products, both H and
V are Hilbert spaces.

—) N H. Here the H2( -) denotes the 2-order Sobolev space of periodic

N~
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4

As usual let A = 88 + be an operator in H with domain D(A) = H4(

; ;)mHand define the bilinear operator B(-, -) by (B / u—wdm
Vu,v,w € V. In particular, we denote B(u) = B(u,u) Yu. Choosmg
¢ = ¢(x) suitably, we have an « > 0 such that

(A + C)u,u) > aljul|* Vu € D(A) (2.4)
where
9%u
. T <o ;[0 I <2r
“7 o2 R (2O R R = 7

0
@+¢8_z+¢/u’ I >2m

Evidently, f is independent of time.
Using the above notation, the system (2.1)-(2.3) is equivalent to the following
functional differential equation (see, e.g., [12,16] etc).

d
Eu—I—I/Au—FB( u)+Cu=f (2.5)

w(0) = g (2.6)

For results concerning existence, uniqueness, and regularity of solutions to
(2.5),(2.6) the reader is referred to, for instance, [9] and [12].

We recall the following inequalities which are satisfied by B(u,v). (Note
that, here and elsewhere in this work, ¢, co, cs, . . ., denote positive absolute
constants or nondimensional positive constants that depend at most on [.)

(B(u,v), w)| < erlul 2 2 [[o]|Jw]2 |w]|z Vu,v,w e V (2.7)
1B(u,v)| < calul? ||ul|2||v]| 2| Av|z Yu € V,v € D(A) (2.8)
|B(u,v)| < eslu|2|Au|2|v]| Yu,v € D(A) (2.9)

‘ 2

2

|mmM§Q<umm

A ul]?
7| Aul?

1
2
> llul|[|[v] (7 >0) Yue D(A),veV

|B(u,v)| < ¢s (3 —
(2.11)
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In addition, the operator B enjoys the following property:
(B(u,u),u) =0 YueV (2.12)

It is well-known that A is a linear unbounded self-adjoint positive operator,
with A=! compact. Since D(A) C H is dense, then H has an orthonormal
basis {w;}32, of eigenvectors of the operator A, Aw; = A\jw;, j=1,2,...,
0 < A1 < A9 < ... ltisalso well-known that there exist constants M, and
M7, which depend on v, |f|, and A1, such that for every solution w(t) of (2.5),
(2.6) there is a time ¢, depending on ug, v, |f], and A; such that |u(t)| < Mo,
llu(t)|| < My Vt > t.. In particular if u belongs to the global attractor then
these inqualities hold for all t € R.

3. Nonlinear Galerkin Approximation and Discrete
Schemes

Let m be a cut-off value and define

P,,: the projection operator of H onto W,,, = span{wy, ..., wn,}.

We set s = s(m) € N another integer associated with m. The non-
linear Galerkin method with variable modes is implemented by looking for
an approximate solution y,, + z,,,) of the problem (2.5), (2.6) of the form

m
Y (t) = Zgjm(t)wj, Ym : RT — W,,. The function v,, is determined by
j=1
the resolution of a system involving another function z,, where
m+s

Zs(m) (t) = Z hjm(t)wj7 Zs R" — Ws = Span{wm—‘rlu Wm+25 -+ wm—i—s}
j=m+1

Taking into account the above approximation, the pair (y,,, zs) verifies the
coupled system

3.1
vAzs + (Pstm — Pn) B(Yms Ym) + Czs = (Psym — P f 23-2;
together with
ym(0) = Ppug (3.3)
Define by b the trilinear form on V, b(u,v,w) =< B(u,v),w >y y,
Yu,v,w € V. Therefore, the system (3.1)-(3.3) is equivalent to

d

E(yma U) + ((VA + C)yrm U) + b(ym7 Ym, U) + b(yma Zs, U) + b(zsy Ym, U)
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= (f’ U)? vv 6 Wm (34)
(VA4 C)zg, 0) + b(Ym, Ym» D) = (f, D), Yo € W, (3.5)
(ym(0),v) = (uo,v), Yv € Wiy, (3.6)

The convergence of this kind of nonlinear Galerkin method has been proved
in [16] (with » = 1). To minimize the error made by the approximation, it is
reasonable to choose an approximate number s = s(m) of small wavelengths
modes. Usually, we set

§=Sm="" max{m[\/ﬁ],m[mg}} —-m (3.7)

Our aim in this paper is to study the time discretization of this method.
Two schemes of full discretization are used here.

Scheme (1).
y(n+1) y(n)
T (VA Oyt Pa(BGY) + Byt 2Y)

+B(" gt ) = P f (3:8)
(’/A + C)Z£n+1) + (Pm—I—s - b )B(yr(nm+1)) = (Pm—I—s - Pm)f (3'9)

Obviously, itisan implicit scheme which needs to be solved by iterative method.
Scheme (11)

(n+1) (n)

I (A + Oyt + Pu{ BO) + By, A™)

+B(={", y\)} = P f (3.10)

(vA+ C)Z§n+1) + (Prmts — Pm)B(y£g+1)) = (Pots — Pm)f (3.11)

(ylmt D) L)y

This scheme is an explicit one. One can solve directly

ym ) = (I +7(wA+C)” (()—Tpm{B( )+ Bl =)

zgn_;.l) _ Z(n-f—l) (I/A + C) ( s — Pm)(B(yq(J@H_l)) — f)

s(m)

4. Some Lemmas

In order to give the error estimates of our schemes, we need the following
lemmas.
Lemma 4.1 For the linear operator ', we have

|Cul < cgllul| Yue V. O (4.1)
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Lemma 4.2 For any integer m’ > m and v € (P, — P,,)H, it holds that
1

vl < |(vA+C) | <

lv]. O (4.2)
Vs + c6\2, AAm+1

Lemma 4.3 1f Y (¢t) > 0 (Y(0) = 0),X(¢t) > 0,9(t) > 0and h(t) > 0
satisfy
Y'(t)+ X(t) <gt)Y(t)+ h(t) Vt>0 (4.3)

then
Y(t) + / X(e)ie < / (el e o (4.4)
0 0

Lemma 4.4 Suppose that there are sequences Y; > 0, g; > 0, h; > 0 and
a constant 7 > 0 such that

n—1

Yo <7y (9:Yi+hi)+Ho n=12,.... (4.5)
=0

oo (o]
If, in addition, 7 g < 1, 7> hi < puo, then
=1 =1

Y, < (7(goYo + ho) + Ho + p2)eft n=1,2,.... O (4.6)

Lemma 4.5 Suppose that the initial data wo, (ut)o, (usw)o are in H. Then
we have

w, ug, uyy € L°(RT; H)NLA(RT; V), forl < 2n (4.7)
u, ug, ug € L°°([0,T]; H) N L2([0,T]; V), forl>2x. O (4.8)
Lemma 4.6 Denote
u— (Y + 2{M) = p™ 4 o) (4.9)
where
(n) - t.)— P, ¢ p(n) _ 9(”) 9(")
P (.7}) u(;r, n) m+su(x7 n)a (J}) 1 (:U) + 2 (.7}),
0\ (2)=Pru(z, tn) —y™ (), 08 (2)=Ppysu(@, tn) — Pou(, t,)— 2 ().
Then, for the Scheme (1), the 8() () satisfies
0(”*1) - 0(”)

A A+ O
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Po{B(u(tnr1)) = (Blyia ™) + Byl ), 2" + B,y 0)))

m S m

_p, {“(t”“) —ulta) _ ut(tn+1)} (4.10)

T

and

pintD) _ o) )
L2 (vA+ )OS 4 (Prys — Po){B(u(tns)) — By}

= (Prys—Pn) {u(tn+1)T— u(tn) Ut(tn—s—l)}_%‘ O (4.11)

Lemma 4.7 Using the same notation of Lemma 4.6, we know that, for the
Scheme (11), the (™) () satisfies

9§n+1) . (n)

ALY £ P Blu(ti) - (B + B 2)

+B(z",y{"))} = Py, {u(th)T— u(tn) ut(tnﬂ)} (4.12)
and

pintD) _ () .
2 2 4 A+ OO 1 (Prgs — Pu){B(ultns1)) — Byit))}

-
B (n+1) _ _(n)

_ (Pm+s—Pm) {u(tn—l-l) U(tn) _ Ut(tn+1)}_u~ 0 (413)
T T

5. Error Estimates

For the error estimates of the fully discrete system, we focus, at first, on the
case ! < 2.

51 Scheme (1):

Proposition 5.1 If ug is in H, then we have

= n n 1
Y (S + 128M)1) < %Hyfff)Hz (5.1)
n=1
>yl — W2 < 1y (5.2)
n=1

™ < 14O n=1,2,.... O (5.3)
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Proposition 5.2 If ug is in V, then we have

TEZMy P<HMTEZMz P<m, WP <k (54)

where k1, k2 and kg are positive constants depending on «, 3 and Hy

2. O
Proposition 5.3 If ug is in H° 12, then we have

TZ 1Ay e + |42 ) < sy [AZY e < 15, m=1,2,.

(5.5)
where k4, k5 are positive constants depending on «, 3 and ||y§,? | go+e. O

Proposition 5.4 If ug is in H°*2 then we have

o0
m

R O S O 0

< Kg (56)

HCT

-
n=1

where r¢ is also a constant depending only on «, 3 and Hyf,?) | gro+2. O

The following results tell us the approximate orders of our discretization

Theorem 5.5 Let us suppose that wug is in H°2. Then, for 7 sufficiently
small and m sufficiently large, we have

Ju(tn) = (y) + 2{")| = O((m +5)~°
uniformly forn =1, 2,

TZHU () 4 o m))|2 =

+)\m+1m T4+ 7) (5.7)

O((m+s)” 20 4 )\m_Hm 20 4 7'2) (5.8)

Proof. By Lemma 4.6, we take inner product of (4.10) with 0§”+1). It gives

o= (07D 0 4 16D — o)

+ (A + )oY oy

/21 {B(u(thrl)) — (B( (n—l-l)) + B( (n+1)’2£n+1))

B,y ) oy

l

() of

2

By using (2.4) and the Sobolev Imbedding Theorem, we obtain

n n n n n+1
0" — 10777 + 1oy — 072 + 2mallo
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=T <S“p{\U(x, tns1) +y D (@) + 2D ()]}

80§n+1)

. ~ (,,(n+1) (n+1)y| .
ultnsn) — (5D + )] - | 2L

m

L

+/2 . |9§n+1))

n T n n "
< CkTH9§ +1)”2 + 568 {Hu(tn—i—l) + y7(n+1) + z§ +1)H2(|p( +1)‘2

|B(z+0) )16 | +2

u(tng1) —utn) u(tn41)

N~

tn+1
+|0§n+1)|2 + |0§n+1)|2) + ‘|Z£n+1)‘|2|zgn+l)|2 +T/ ‘utt’2dt} (59)
tn
Upon taking inner product of (4.11) with 9§"+1) and using (2.4) we find
05" 10577 + 10y — 072 + 2oy

=7 <SUP{U(% ts1) +yi D (@)} - fultnrn) =y ™)

m

Ox
l

L n+1 n
/2 <z§ ) — 2§ )> 0§n+1)dx
_ T

+2

u(tns1) —u(tn)

—g(ts1) |05V 42

L
2

aT n+1 T n n n+1 n+1
< ZN05 V124 Zeo {uta) +y5 VIR0 1072405

a1 L (n+1) _ _(n)
+‘Z§n+l)‘2>+7./ ’Utt‘Zdt}—i—QT /2l (Zg Zs >9§"+1)dx
1 T
2

tn
(5.10)
By Lemma 4.2, we know that (see also [16])

- 2
L PP (o )% = )\ || 905
I Ol)\m—f—l m+s m - o
1 L 1 ( %ZH))Q - (yﬁg )2 9(n+1)
o\ - 163l
aAmt1 m (m+s) T o
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m

5.11
a3/\%1+1m2" ( )

T

HO’

Note that ||z{"T|| = O(A;lm=7). Hence, we add (5.9) and (5.10) and sum
n from 0 to &, we obtain

k
k k n n
OV 1057+ ar Do (lor VI + oy V)
n=0

k
20 (10 — 0P 108 — 0 p)

n=0

k
2 (| (n+1)12 | pntD) 2 | p(ntD) 2 1 2
<) 732 (1A IR R )

where ¢(«) > 0 is a constant depending on «, and

& o= max{”u(tn—i-l) +yo D + 20D, Jutsa) + un P,

n
1 [int1
/ |Utt|2dt, }
T tn

Clearly, Proposition 5.1 to Proposition 5.4 imply that >~°° | £2 (7 sufficiently
small) is a convergent series. Now by using Lemma 4.4, and noticing that

_ My

T

( (”+1))2

Ho

40 < /6
we can easily complete the proof of the theorem. [

Theorem 5.6 Let us suppose that g is in H°+2. Then, for 7 sufficiently
small and m sufficiently large, we have also

lu(tn) = () + =) = O((m +5) 7 + A hm™7 +7)  (5.12)

sup [u(z, tn) — (Y (@) + =i (@) = O((m + )77 + A hym ™7 +7)

uniformly forn =1,2,...
(5.13)

TZ]Au ym)—l—z("))\ =0((m+s)” 2°+)\m+1m 2‘7—1—72) O

(5.14)
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The procedure to prove this theorem can be extended similarly if we begin

with the inner product of (4.13) with A9\ ™) and of (4.14) with A0{" Y.

Remark 5.1 (i) In the case of full discretization, it is well-known that the
main part of the error by usual Galerkin method with m modes is m~7 + 7.

(i) For the nonlinear Galerkin method derived by Marion and Temam!, the
error is measured to be (2m)~7 + 7 which coincides with that of the classical
Galerkin approximation with 2/m modes.

(iii) If the number s of small wavelength modes is better chosen, say, s = s,
then the error will reduce to m~(4*+?) 4 7 which is the lowest one in the same
discrete form.

5.2 Scheme (11)

For the values yﬁ,?), zé"), n =1,2,...,produced by Scheme (Il) at gridpoints
t, = to +7mn,n = 1,2,..., the conclusions of Proposition 5.1 to Proposition
5.4 are also true. Using these conclusions, we go directly to the theorems for
error.

Theorem 5.7 Let us suppose that v is in H°+2. Then, for 7 sufficiently
small and m sufficiently large, we have

’u(tn) - (yr(g) +Z§_n))’ = O((m+s) +)‘m+1m +T> (5_15)
uniformly forn =1,2,..

TZHU 122 = 0((m+ )72 + N2 m ™% +72) (5.16)
Proof. By Lemma 4.7, the inner product of (4.12) with 0§"+1) reduces to

o= (07D 0 4 160D — 60 4 ((wA + ) ), 6 D)

l
2 n
—— [ {Blultasn)) ~ (B + B, 2) + B, o) o Vs
T2

+/_é <u(tn+1) —u(tn) Ut(tn+1)) QEHH)dm.

% T
This leads to
070 — Joy P+ 167 — 67 + 27aoy™ Y
89(n+1)
<T (Slxlp {|u(:z, tn)+y( x)+2z, ”) |} )+z(”))| . ET|
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80(n+1)
+sup {[u(®, tny1) + u(@, o) Fultnar) — ultn)] gx
l
2 n u tn —u tn n
+ [ IBEef +”|dx)+2T r) ) )| 1)
2

n+1 T n n n n n
< arlo V12 + Zen {lulta) + 550 + 2P (1R + 1007 + 1657 2)
tn41 tn41
r / g2t r[utnss) + ult)]? / g2t + \z§”>u2\z§">|2}
tn tn

(5.17)

Taking inner product of (4.13) with 65"“)

, We get
n+1 n n+1 n n
05" — 10577 + 105 — 6572 + 2malloy

n+1 T n " n+1 n+1
< ar|o5" VP4 Zers { ultnan) + ySr IR (100 P65 24165

tnt1 (n+1)\2 (n)
(n+1)|2 24 TC13 (ym )" = (ym')
+ 2" )+T/tn |use] }—I— PPV -
HG‘
(5.18)
Adding (5.17) and (5.18) and summing n from 0 to &, we obtain
k
k+1 k+1 n+1 n
6V 105V ar (1651 + 1165 P)
n=0
k
22 (10 =0 P 108 — 0 p)
n=0
: (n+1) (n+1) 1
2 n+1)2 n+1)2 n+1),2 2
<o) T3 (VR )

where ¢(«) is as before and

1 tn+1
o= max{“u(tnﬂ) + oyt 2|2, F/ lug|*dt,
tn

1 (Y ™)2 = ()2

tn+1
[ Pt (i) + ute) P,
t7L

T

2
Ho

By the same token, Proposition 5.1 to Proposition 5.4 guarantee that, for small
7, the series 7 >-°° | n2 is convergent. Applying Lemma 4.4, we conclude the
proof of Theorem 5.7. [J
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Theorem 5.8 Let us suppose that wg is in H°+2. Then, for 7 sufficiently
small and m sufficiently large, we have

lu(tn) = (g + =) = O((m +5) 7 + A ym™7 +7)  (5.19)

sup [u(z, tn) — W (@) + 2 (2)| = O((m + 5) ™7 + AL Lym™ +7)

uniformly forn =1,2,...
(5.20)

TZ’A“ ta) = Al +2{")> = O((m +5) 7% + A2 m™> +7%) O

(5.21)

Remark 5.2 (i) Although Scheme (1) is an implicit scheme, and Scheme (I1)
is an explicit one, the main parts of their errors are the same. However, there
seems to be a difference in the stability analysis of the two schemes which we
intend to show in other work.

(i) For the case [ > 2, according to Lemma 4.5 the error estimates about
the time ¢ will be naturally weakened. The conclusions are effective only for
the finite interval, say, ¢ € [0, 7.

As an example, we list the conclusions for Scheme (I) in the case [ > 2.
For Scheme (I1) one can almost copy the conclusions verbatimly.

Theorem 5.9 Let us suppose that wg is in H°+2. Then, for 7 sufficiently

small and m sufficiently large, the approximate solutions yﬁ,’f’) + zﬁ") satisfies

lu(ty) — (yf,?) +z§”))| = O((m+s)_”+>\;f+lm_”—|—7') forn=1,2,...M
(5.22)

M
7Y Multa) = (g + 2017 = O((m+5) 727+ 02 m ™7 +7%) (5.23)

Here, M = [T'/7] is used. O
Theorem 5.10 Let us suppose that g is in H°+2. Then, for 7 sufficiently

small and m sufficiently large, the approximate solutions yﬁ,?) + zﬁ”) satisfies
also

[utn) — (5P + 2 = O((m+35) "7+ A, ym ™ +7) forn=1,2, .., M

(5.24)

sup [u(z, t,) — (y) () + 27 (2))] = O((m + 5) " + AL ym ™7 +7)
forn=1,2,..., M

(5.25)

TZ!Au Ay + 22 = O((m + 5)72 + 2,2 m 2 +72) O

(5.26)
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1. Introduction

Suppose © C R? is a bounded smooth domain. We consider the following
equations

% —div(pu) =0, inQ, Q)
@ —div(pu @ u) — QA% —div(2ud) + Vp = pf, inQ, (2)
divu =0, in €. 3)
u=0, ondf. 4)

where o« > 0 is a constant, © = pu(p) is a positive continuous function,
f € L*(9Q), Ais the Laplacian and d = 3 (9;u; + d;u;).

The model comes from the fluid mechanics. In the case when o = 0,
equations (1)-(4) have been widely studied, for reference, see A.V.Kazhkov
[1], A.V.Kazhikov and V.N.Monakhov [2], J.Simon [3, 4, 5], R.Diperna and
P.L.Lions [6, 7] and P.L.Lions [8]. It is known that the global in time weak
solution exists, but the uniqueness and regularities of the solutions are still not

395
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known (see [8]).

In this paper, we investigate the dynamical behavior when « > 0. For the
Mechanical background of this case, we refer to T.W.Ting [9]. Let us state out
our main results. First of all, the global weak solution may be built in a vary
similar way of P.L.Lions [8], Namely, we prove

Theorem 1.1. Under the above hypotheses, then for any (pg, u9) € X there
exists at least one global solution (p, ) of equation (1)-(4), such that for all
T >0,

p e C([0,T], L) N L x (0,00)), 1 < g < o0;
ou d(pu)

ue C(0,T),V), 50 € L2([0,T),V), =

Moreover all the solutions has the following properties:

€ L*(0,T; HY()).

d )
(ﬁéﬁ@szmzn& (5)

forall 3 € CY(R, R);

d

G pluPde ol Tul) + [ @+ 0jude =2.< pfu> @)
Q Q

in the scalar distribution sense.

where V is the subspace of H{ (£2), with the element u such that divu = 0, X

is the subspace of L>° x V" with the element (p, ») such that p > 0

It is natural to look for the unigueness of the solution, but it is also difficult.
We do not make deep study here, and we associate the solutions with a gener-
alized semi-flow which is introduced by J. Ball [10] for the systems that may
have more than one solutions with given initial data. Let us denote E, by the
subspace of L7(Q2)(1 < g < co)with the element p € L>°(Q2),0 < p < K (for
some positive constant K); X, = E, x V; G the set of all solutions of equation
(1)-(4) with initial data belong to X, we have

Theorem 1.2. G is a generalized semi-flow on X = X,.

We expect that G would have a global attractor, but, the compactness of
p depends on its initial data. However, (5) implies the following invariant
property: If py be such that ||pg — al|; = A for some constants a > 0, A > 0,
then the solution of p be the same. So, we denote S = S(a,\) = {p €
Eq|llp — allqg = A}, and have
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Theorem 1.3. G restricted on S is also a generalized semi-flow which has a
global attractor A).

Note that, when A — 0, the limit system is a density-independent one, We
are also interested in the stability, namely, we prove

Theorem 1.4. The global attractor A, is upper semi-continuous at 0.

Proof of theorem 1.1 has no more idea than that of P.L.Lions [8] in the case
a = 0, the only difference is that we can get the energy equation (6) since %
is more regular in our case. The main part of proof of theorem 1.2 is to show G
is upper semi-continuous with respect to the initial data. This can be done by a
contradiction argument, roughly speaking, if the weak convergent sequence is
not strong convergent at some point ¢q, then the integration of the energy equa-
tion for the limit will be broken at the same point, but the limit is a solution with
continuous integration of energy and the integration of the energy equation must
be hold for all ¢. In the proof of theorem 1.3, we developed the energy equation
method introduced by I.Moise, R.Rosa and X. Wang [11] to prove the existence
of the global attractor for non-compact semi-groups in two aspect: One is that
there is no uniqueness in our case, the dynamic is a generalized semi-flow but
not a semi-group; Another is the energy equation (6) depending on both p and
u, the asymptotic compactness of the generalized semi-flow follows from the
compactness of p and the asymptotic compactness of w. In the proof of theorem
1.4, we modified the abstract result of J.K.Hale and R.Raugel [12] to prove the
upper semi-continuity of the attractor for generalized semi-flows.

The outline of this paper is as follows. In section 2, we give some notations
and prove the global existence of solutions theorem 1.1. In section 3, we
investigate the dynamic behavior of the solutions, and prove theorem 1.2 and
theorem 1.3. In section 4, we prove theorem 1.4 the upper-semi-continuity of
the attractor.

2. Global weak solution

In this section, we prove the global existence of weak solutions theorem 1.1.
We call (p, u) is a global weak solution of equation (1)-(4) if forall 7' > 0, u €
C([0,T1; V), 9% € L*(0,T; L*(2)), p € C([0, TT; LY(2)) N L>=(2 x (0,T))
forall 1 < ¢ < oo, ‘9(8’?) € L?(0,T; H1()), and (1) holds in the sense of
distribution in © x (0, c0), (2)holds in the following sense,

= Jo(p(0)u(0) - (0)+Vu(0) - V(0))d+ [ for 0 ooy (—Pu - 57 = prtin; e
+aVu - VI + Lu(iu; + 0jui) (9id; + 0;¢4) — pf - d)dzdt = 0.

()

Now, we look for the global weak solutions, we begin by giving a priori estimates
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Lemma 2.1. Let (p, u) be a global weak solution, then we have (6) hold in the
scalar distribution sense.

Proof: Let (p,u) be a global weak solution, we denote by u. = u * w,,
where w. is the modifier. Because of (1), we have, forall 7" > 0, ¢ € D(0,T)

T 2
—/0 /Qp|u;| dxg (t)dt
T a E2
= [ [ G s
T 8 52 A 52
= [ [ Gob) + diveu"s oy

_ /T/<3+ )l drpar
= Poy Tru V) —y)de

_ / / (P L Giv(ou @ w2 - uedao(t)d ®)

Since div(pu®u.) — div(puxu)in L2(0, T; H~1(Q)) weakly and ¢u. — du
in L2(0, T; V)strongly as e — oo, then, we have

T T
/0 /de(pu ® ug) - usdxdpdt — /0 /de(pu ®u) - udredt.  (9)

On the other hand, Since 2% € L?(0,T;V), and pu € L2(0,T; L*(9)), we

have
uedzddt = / /

%) gt (10)

//

ase — oo. Passing to the limit, we get

//Qpﬁdxqﬁ dt = // d dt +/0T/9div(pu®u) -udzpdt.

(11)
Note that u € C([0,T]; V), & € L*(0,T; L*(Q2), p € L>(Q x (0,7)) and

% € L*(0,T; H-1(Q)), integrating by part over [0, '], we have

/ / /0 ' /Q 3(5’;‘) - udzedt. (12)
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and conclude

/ /p—d o dt — /j/ﬂ(%%—div(pu@u))'uduﬁdt. (13)

namely,

d > Jpu
o7 p—d = /(W + div(pu @ u)) - udz. (14)
in D(0, 00).

Finally, multiplying (2) by « and integrating over €2, from (14), we deduce (6),
and the lemma was proved.

Lemma2.2. Let(p, u)beaweak solution of equation (1)-(4), with || p"(0)||ec <
K, ||u™(0)||y < R for some positive constants K, R, then there exist positive
constants c1, co, c3 depend on K, R such that

IVull* < e1, ¥t >0, (15)
t
/ Hv@\\?ds < cg+cgt, Vi >0, (16)
0 ot
Proof: Since ||p(0)||s < K, then, from (5), it follows that
p(z,t) < [[p(0)]lo < K, (17)
and
| < pfou> 1 < lp(O)llooll fIlllul®, (18)
also
| sl < 1)l (19)
Note that
s PAY.
/Q (Osuj + Oju;)*dr > 021<nK,u( )/Q(azuj + 0ju;)“dx, (20)

and V < L2(Q), from the energy equation, we conclude

d
dt(/ pluf2de + o V| )+03(/ pluf2de + a|Val?) < cs, t >0, (21)
Q

for some positive constants ¢4, c5. Using the classical Gronwall lemma, we
obtain (15).

Since u € C([0,T]; V), 2 € L2(0,T; L*()), p € L¥(Q x (0,T)), % ¢
L?(0,T; H-1(9)), and note that (by using the Galigaliado-Nireberg mequallty)

!/Qdiv(W)u - pdx| < lplloo[lull[[Vull[Voll, ¥ é € C5o(Q)  (22)
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By using an approximation argument, we have

dpu) _ 0Op ou
ot ot o

in L*(0,T; H1(Q)). (23)
Then, we multiply (2) by and integrate it over 2 to find

fQ gfu atdac+f9p\ |2dl'—|—fQ div( pu®u) St )dx + HV u |2

B, N (24)
+fQ,U 8 iu; + 0; Uz)(az at] 8j 83;)) =< Pfa Bt =
Note that
ou ou
; e < i
[ divipu @) Ghdel < ol ull VG @9

by using the Cauchy inequality, from (15), (22), (24), and (25) we conclude
(16) and the lemma was proved.

Proof of theorem 1.1:

The solutions were built in a vary similar way of P.L.Lions [8] in the case
of « = 0, to avoid unnecessary repetition, we do not give exact claim, only
explain what we can do along this way. First of all, we can solve a simi-
lar approximated equation, there is only a better term Aa” extra; secondly, a
similar even more elementary estimates of lemma 2.2 may be applied to the
approximated solutions; finally, the bounds of the approximated solution al-
low us to use the compactness result of [8] to pass to the limit and note that
u € L*(0,T;V), (‘?;; € L?(0,T;V) implies  is continuous in V and from

equation (2) 8(”“ € L2(0,T; H-1(£2)), then we find the solution in the sense
above.

3. Generalized semi-flow and attractors

Inthis section, we investigate the dynamical behavior of the solutions defined
in the last section as a generalized semi-flow (see J.Ball [10] for the definition),
and prove theorem 1.2 and theorem 1.3.

Proof of theorem 1.2:

Obviously, G satisfies the hypotheses Hy, Hy and Hj in the definition of
the generalized semi-flow [10]. The rest is to show that it satisfies the hypoth-
esis H, the upper semi-continuity of G’ with respect to the initial data. Let
(pg>u8)7 (pOa uO) € X,n =12, and (pnv US) - (:007 uO) Strongly in
X; and (p™(t),u"(t)) € G with (p™(0),u"(0)) = (pg,ug), From lemma 2.2,
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we know that »™(¢) remains bound in V" for allt > 0, %—;‘ remains bound in
L%(0,T;V) forall T > 0. So, there exists a subsequence also denote by u"
and a function u € L*=(0,T; V), %% € L2(0,T; L?(£2)) such that

u" — uwweak star in L>(0,T;V); (26)
ou™  Ou —
e weakly in L°(0,T;V); 27

Note that pj — po in E,, by the compactness result theorem 2.4 of [8], (26)
also implies

and p is the unique solution of equation (1) with respect to » and py. These
convergences allow us to pass to the limit, note that v € L>(0,T;V), 2 at €
L%(0,T; L?(2) implies u € C([0,T); V')(see Temam [13,14]), then (p, u) is a
Global weak solution, namely, (p, u) € G. Now, we show

u" — u strongly in V,¥t > 0. (29)

Indeed, since (p™,u") € C([0,T]; X),VT > 0 and satisfies the energy equa-
tion (6), then, we have

Jor |u”\2dx+o<||Vu”||2+f0 fQu (05u} + Ojufl)dwds

30
- prO\uO\de—i-aHVugHQ+2f0 < p”f,u > ds, (30)

forall ¢ > 0. If (29) is not true, then there exists at least a ¢, > 0 such that (29)
does not hold, note that "™ and w« are continuous in V/, it follows that

lim sup [|Vu" (to) |* > [|Vu(to) || (31)

strictly from (26), and we know that(see [8], (2.131))

t t
liminf/ /u(@iu?—i—@ju?)dedsZ/ /u(@iuj+8jui)2dxds, (32)
n 0 JQ 0 JQ
and all the other term in (30) are convergent to the limits respect to (p, u), we

conclude that

Jo p(to)|u(to) *dz + o Vu(Tp) ||2—|—f Jo 11(95u; + Oju;)dxds

33
< o poluoPdz + || Vugl|? +2ft° < pfyu > ds, (33)

strictly. This is a controdiction, since (33) must be an identity for all ¢ > 0 by
(6) and the continuity of the solutions, and the theorem was proved.

Proof of theorem 1.3:
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Without losing generity, we also denote the restriction of G on S by G. Ac-
cording to J.Ball [10], we only need to show G is asymptotic compact. Let
(py,ug) € S,n = 1,2,--- be a bounded Sequence, (p",u™) be the corre-
sponding solutions with(p™(0), u™(0)) = (pg,ug). First of all, we claim that
pn is compact, namely, there exists a subsequence p™ of p™which is convergent
in C([0,T7; L9(2))for all T > 0. Indeed, since (pg, ug) is bounded in X, the
same argument in the proof of theorem 1.2 shows that (26) also hold, note that
piv contained on S which is a compact set of L4(Q) — L1(Q),1 < ¢ < oo,
then, by using the compactness result of [8] (theorem 2.4.), we deduce (28),
namely, p™ is compact. Next, we show that w,, is asymptotic compact, namely,
for any given t,, — oo, u"(t,) has convergent subsequence. \We begin by
rewrite the energy equation (6) to the following form

d

—4/ %m%x+wvwww+&/p%m%x+wvww>
dt Q « Q

g n n
+ /(,u - 5)(&»% + Ojul)?dx
Q

= 2<p"fiu" > +ﬁ/ P Pdz. (34)
@ Jqo
where o = min{u(s); s € [0, K]}. For convenient, we shall denote the sub-
sequence of «™ by »™ below, and remain it in mind that the assertion is to the
subsequence if necessary.

Since u™(t,) is bounded in V/, then

u"(ty) — w weakly in V. (35)
If the convergence is not strong, then, we have
lim | Va" (8) [ = @ > || Vu]]*. (36)
On the other hand, for any given 7" > 0, we also have
u"(t, — T) — wr weakly in V. (37)
Note that
(p"(t), 0" (t) = (p"(tn = T+ t),u"(t, — T + 1)) € G, (38)
with
(p"(0),a"(0)) = (p"(tn = T),u"(tn — T)) (39)

remains bound in X, similarly as above, it follows that there exists a (p, 4) € G
such that
" — 4 weakly Vt > 0; (40)
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p" — p, in C([0,T; E,), VT > 0. (41)

and
4(0) = wr, w(T) = w. (42)

Integrating the energy equation (34) with respect to (o™, u") From 0 to T, we
have

/Q () [a"(1)|2da + o[V (1)
T & Iz
v / —E(T-9) / (0" — ) (@iay + oy dwds
0 Q
= (] #lasPde ol Vgl e T
Q
t i Ia t
b [ Bparpas e [ < prran s @9
0 Qo 0

wherei™ = pu(p").Since 4" — 5 > % then, we have (see [8],(2.123))

T _
lim/ e_g(T_S)/(,&
" Jo Q
T t
> / e (T_s)/ /u(ﬁ)(@iuj+8jui)2dmds, (44)
0 0 JQ
note that V' — L9(Q2),1 < g < oo, it follows that all the other term in (43)

convergent to the limit, passing to the limit in (43), then, we deduce there is a
positive constant ¢; independent of 7" such that

l\3|1|

) (O] + Ojuy’ )2dxds

Q=

Jo A(D)|4(T)|2dz + aa+ [LemaT=9) [ (A(p— B)(Dit; + O;it;)2dads
<crea +f « =) ([ Eplal?de +2 [) < pf, i >)ds.
(45)
Note that (p, @) also satisfies (34), comparing it with the last inequality we
conclude that

aa < 6267§T+a||VwH2 (46)
for some constants co independent of 7. Since T is arbitrary , then
a < ||Vwlf?, (47)

and we find a contradiction, and then w,, is asymptotic compact. Finally, the
asymptotic compactness follows from the compactness of p™ and the asymptotic
compactness of »™ and the theorem was proved by using an abstract result of
J.Ball [10](theorem 3.3) for the existence of the global attractor.
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4. Upper semi-continuity of the attractor

In this section, we prove theorem 1.4, we begin by proving an abstract result
for the upper semi-continuity of the attractor for generalized semi-flows which
is independently interesting.

Lemma 4.1. Let A be a topology space(of parameter), X, A € A and X be
matrix spaces, G be a generalized semi-flow on X, if

i) X\ — X, VAeA.

ii) G, has a global attractor Ay on X,.

iii) UA, C B, Bisahbounded in X.

iv) For any given 7" > 0, and any sequence of A\, with \,, — Xg in A when
n — oo, and z, € Ay, and ¢,(t) € G, with ¢, = z,, there exists a
subsequence {n'} of {n}, and ¢y € G, such that

O (t) — do(t) € X, Vit € [0,T]. (48)
Then, the attractor is upper semi-continuous at A = Ao namely,
lim diStX (A)\, A)\O) =0. (49)
A— Ao

Proof: First of all, under the assumption above we have the following prop-
erty:

(P:) For any given number 6 > 0, and any sequence of A\, with A\, — )¢
in A when n — oo, and z,, € A), and a sequence of corresponding complete
orbits ¢, (t) € G, there exists a subsequence {n’} of {n} such that v, (0)
convergentto z in X and € Ns(Ay,).

Indeed, from assumptions i),ii) and iii), it follows that there is time 7" > 0
such that all the solutions of G, with initial data belong to B are contained
in Ns(Ay,) when ¢ > T since A,, is attractive. Note that all the attractors
Ay, A € A are invariant, using assupption iv) for this 7', A, and z,, = ¥, (=T))
and ¢, (t) = Y(-T + t), it follows that ¢, (=T + t) — ¢o(t) for some
¢ € G, and then 1,,(0) — ¢o(T) = z. Note that ¢(0) € B, then
z = ¢(T') € Ns(A,,), and the property (P:) hold.

Next, if lemma 4.1 is note true, then there exists a positive number § and
a sequence of parameter \,, with \,, — Apand a corresponding sequence of
points x,, € Ay, such that

distx(xn, Ay,) > 20. (50)

Also by the invariance of the attractors, there is a sequence of complete orbit
¥, With ¢, (0) = 2, which contradicts property (P), and the lemma was proved .



A Perturbed Density-Dependent Navier-Stokes Equation 405

We now apply this result to prove theorem 1.4.
Proof of theorem 1.4:

Obviously, conditions i),ii) and iii) follows from lemma 2.2 and theorem 1.3.
The rest is to clarify condition iv). Let 7" > 0, An with \,, — Ao in A when
n — oo, and z, = (pg,ug) € Ay, and ¢, (t) = (p"(t),u"(t)) € G, with
on = zn be given. First of all, we claim that z,, has convergent subsequence.
Obviously, pj — a ; Since Ay is invariant, we have z,, € Ay, and ¢, € G,
with ¢, (0) = 2, such that z, = ,(n), the similar argument of proof of
theorem 1.3 shows that g has convergent subsequence. Next, we assume
zn = (pg,ug) — (a,up), asimilar argument of proof of theorem 1.3 shows
that there exists a subsequence {n'} anda ¢ = (p,u) € G, such that

b (t) = (p"(t), u"(t)) = ¢o(t) = (p(t), u(t)) = (a,u(t)) € X, Vt € [0&;})-
the proof was completed.
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A CASCADIC MULTIGRID METHOD FOR
SOLVING OBSTACLE PROBLEMS *

J.P. Zeng, S.Z.Zhou, J. T. Ma

Department of Applied Mathematics, Hunan University,
Changsha, Hunan, 410082, P.R. China

Abstract In this paper, we propose a cascadic multigrid method for the solution of the
Lagrange finite element discretization for elliptic obstacle problems. We prove
the convergence and obtain an error estimate of the method for the model obstacle
problem. We also give some numerical results showing that the effectiveness of
the proposed method.

Keywords:  Cascadic multigrid method, obstacle problem, finite element, convergence

1. Introduction

Obstacle problems play an important role in the mathematical modeling
of a variety of free boundary problems, arising for instance in porous media
flow, device simulation or nonlinear mechanics. In the last century, various
numerical iteration methods have been developed to solve obstacle problems.
Among these iteration methods, it has been found that multigrid methods are
effective (see, e.g., [3, 6, 8, 10, 16] and the references therein). Recently, a
new kind of multigrid method, called cascadic multigrid method, was proposed
to solve partial differential equations. Compared with traditional multigrid
methods [2, 4], cascadic multigrid method is simple since it never goes back
to coarse grid for correction in the iterations. Moreover, it has some good
theoretical properties and can produce fast and accurate numerical solutions
(see, e.0., [1, 7, 13, 14] and the references therein).

In this paper, we show how the cascadic multigrid method can be adopted to
solve the Lagrange finite element discretization of a kind of elliptic variational
inequality and analyze the convergence of the method. The method can be
essentially considered as the PFMG scheme of Brandt and Cryer in [3]. We

*The work is supported by NNSF#10071017 of P. R. China.
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also give some numerical results to show that cascadic multigrid method is
competent with traditional multigrid methods.

Let Q C R%d=1 or 2) be a polygonal domain, f(z) € L?(2) be a given
function, and K be defined as follows

K ={ve Hy(Q)v> ¢}, (1.1)

where ¢ € H?(Q) satisfying ¢|sn < 0. We Consider the following veriational
inequality of finding a v € K such that

a(u,v —u) > (f,v—u), YveK, (1.2)

where a(v,w) = [, VoVwdz + [, quwdaz for some scale ¢ > 0. Suppose

that 7" (1 = 1,2, ..., L) are nested quasi-uniform triangulations and the corre-
sponding linear conforming finite element spaces are V;(I = 1,2,...,L). For
simplicity, we assume that h; = 27thg. Then the corresponding finite element
approximation problem on level [ is finding a u; € K;, such that

a(ug, v —w) > (f,u —w), Vv €K, (1.3)

where K; = {v; € Vi|u(P) > ¢(P) for any node P of 7"},
For one-dimensional case, we have the finite element error estimate [11, 12]

= wil r20) = b7, (1.4)

where v is the solution of (1.2), “p; < p2” means “p; < Cps” holds for some
constant C' independent of the mesh level and meshsize. However, as d = 2,
it is still an open problem whether (1.4) holds. So, we give the following
assumption.

Assumption 1.1. For d = 2, the following estimate holds.
lw — wil| r20) = b7, (1.5)
where u is the solution of (1.2).

Now we can present a cascadic multigrid method as follows.

Algorithm 1.1
Step 1 Let ug be the finite element solution on level [ = 0, and

ugzaozuo.
Step2 Forl=1,2,...,L, Let

0_ ~ mp 0 ~ _my
Uy = up—1, U, = Sl,ml(ul )a u =u, -,
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where S; ,,,, (v) denotes the m; steps basic iteration solution on level [ with the
initial v. Generally, we can use project Richardson, project Jacobi, or project
symmetric Gauss-Seidel (SGS) as basic iterations.

Let {gol(i)}fy:ll be the finite element basic functions on level /. Then we have
that

. Nl . . Nl . Nl .
’LL] = Z(l‘{)l(pl@), u; = Z([El)igol(z), ﬂl = Z(jl)z@l(l)
i=1 i=1 i=1
Then, (1.3) can be reformulated as the following algebraic problem of finding
an z; € R™, such that
Ay 2 by, m>a, (x—a) (A —b) =0, (1.6)

where the stiff matrix A4; is an S-matrix (see [5]). And therefore, algorithm 1.1
is equivalent to the following algorithm.

Algorithm 1.2
N, :

Step1lLetug= > (a:o)igp((f) be the finite element solution on level [ = 0, and
=1

xgz:io:xo.
Step2 Forl=1,2,...,L, Let
my

0 ~ m 0 ~
x; = iz, x,"" = By, (27), T =x",

where I; is some interpolation operator from R™i-1 to R, By, (x?) is the
m, Steps basic iteration solution for problem (1.6) with initial a:?

2. Convergence of cascadic multigrid method

In the sequel, we will analyze the convergence of algorithm 1.1 for d = 1.
Similar convergence results can be obtained for d = 2 under assumption 1.1
but we will omit it here. We refer to [9] for details.

Lemma 2.1. Let us use the basic project iterations to solve the following prob-
lem of finding an x € R", such that

xr>c Ajz > b, (z — )T (A4z —b) =0, (2.1)
where 4; € RN>*Ni js the stiff matrix on level [, b,c € RM. Denote the
iteration error by €*, i.e. € = 2¥ — 2. Then we have |¢**1| < G;|€¥|, where
le| = (le;]) and Gy > 0 are as follows,

Gi=1—-=* for project Richardson iteration,
Gy =1, — DZ_IAZ, for project Jacobi iteration,
G = (I, -U)'Li(I, — L)"'U;, for project SGS iteration,
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where A; = D;(I; — L; — U;), matrices D, L; and U; are diagonal, strictly
lower triangular and strictly upper triangular respectively, o is some positive
constant satisfying o1; > D;.

Proof We give asimple proof for project Richardson iteration only. For project
Richardson iteration, we have

G2 = gk L Ak p),
and
2" = max{2z" T2 ¢} = max{z* — o7 (Az* —b), ¢}
Since the solution x of (2.1) satisfies
z = max{z — o (A — b),c},
it is easy to verify that
" <1 — o A€ = (I — o7 AL O

From Lemma 2.1, we see that the |e’f+1] can be estimated by the matrix G,
while G is just the iteration matrix of correspondent basic iteration for linear
equations A;x = b. For such matrix Gy, we can introduce the following result.

Lemma 2.2. [5, 7, 15] For the basic iterations, such as Richardson, Jacobi or
Gauss-Seidel iteration, of linear equations on lever [, we have

G yll2 = ZT/QIIsz, IG7yll2 < llyll2s Yy e RN, (22)
m

where G is the iteration matrix of Richardson, Jacobi or Gauss-Seidel iteration
corresponding to linear equations A;z = b.
The following lemma can be derived by careful calculation.

N, .
Lemma 2.3. Let v, = E(y)igpl(l). Then

i=1
1
[ollz2 =2 A7 llylle 2 lvll 2. (2.3)

Based on above basic lemmas, we can obtain the main convergence result
and the estimate of the total number of operations as follows.

Theorem 2.1. Let m; = [3%~'my]. Then we have

—2171/2 “hy, forB >4,
(1——=)m/

%2 hr, forB = 4.
mp

lir —upllp2 = (2.4)
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Proof By Lemma 2.1, we have that
|2 — x| < G7”|1:? — x| < G- — x| + G L(T—1 — @-1)).
Then, by lemma 2.2, we have that
12 —zill2 <G [ h@ier — mlll2 + ([ L(@i—1 — zi-1) ]2
< |G Lxi—1 — 2| ll2 + V2| Zi—1 — zi-1])2-
By multiplying (2.5) by (v/2)%~ and taking the sum for I = 1,2,..., L, we
oct (V2)Lip !

172 : ||Il$l—1 _:El||2
m

l
—1;—3/2
(\/i)L lhl /

1/2 Hulfl _ul”L2

l
—1,1/2
(\/§)L lhl/
iz
my

Noting that h; = 2~'hg and m; = [3%~'m ], we get immediately
pu2 L

2
L (—)L_l7
i 25

(2.5)

PN
M=

IZr —zLl2

N
Il
—

A
M=

T
I

PN
M=

N
Il
—

1Zr —xpll2 =

and then

hp & 2

~ L _

HUL - ULHLZ = 1/2 § :( )L l'
mrp =1 g

S

Therefore, for G > 4 we have

- hL s 2 L—1 1
iz —urllpe <~ 3 () =
mL/ I=1 VB (1-— —)mi/2
VB

and for 8 = 4 we have
L
- h L
HUL—ULHI}j—L 21=—~hL. O
m m

Theorem 2.2. Under the same conditions of theorem 2.1, we have the following
estimate of the total number of operations.

L
Wi=2> mNi=q Ny L, p=2 (9
=1
mp-Np-(5)E, A>2,
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and then )
1-6/2 ~mp, - Np, B <2

Wi =9 mp- Ny -log(Ng, + 1), B =2 @7
my, - Np, - (N +1)0ef-1 5> 9,

Proof Itis easy to get the estimate for 5 < 2. For 5 > 2, we have

L L N
Wr szleSZﬂLfl‘mL'ﬂ—fl
=1 =1
g
LB -G)r
=mr - Np 2(5) =mr - Ny 3
=1 1——
2
< my - Ny, - (g)L <my - Np - (g)lOg(NL"rl)
Blog(NL-‘rl)
= N,
ML L N +1

=my - Np- (N, + 1)~

Corollary 2.1. If we choose 3 = 4, m; = [ "'my], and mp = [m* - L?],
then for algorithm 1.1, we have the following estimates of iterative error and
total number of operations.

ir —url 2 < he,

Wy < L?.2F . Ny,

where m* is some positive constant.

3. Numerical Examples

In this section, we give some numerical tests to show that the cascadic multi-
grid method proposed in the paper is effective for solving obstacle problems.

Example 3.1. Findau € K = {v € H}(Q)|v > ¢}, such that
a(u,v —u) >0, Yo e K, (3.2)
where Q = (—2,2), ¢(t) = 1 — t? and a(w, v) = f_22(w’v’ + 2ww)dt.

We choose the finite element inner nodes t; = -2 + hyj(j = 1,2,...,N),
where N;+1 = 4hl‘1, hy = 27 hg with hg = 273. Using Lagrange linear finite
element method to discrete the problem (3.1), we get corresponding discrete
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problem (1.3). In algorithm 1.1, or equivalently algorithm 1.2, we choose
my = [4.2°7!]. In two-grid V-cycle algorithm (see e.g.[4]), we let z1, and po
be the project iteration numbers of pre-smoother (performed before the coarse-
grid correction ) and post-smoother (performed after the coarse-grid correction
) respectively, 1 be the project iteration number on the coarse grids, that is the
exact solution of the problem on the coarse-grid is replaced by u steps of coarse-
grid project iteration solution. precision= ||min{AzZ; — br,%; — ¢;}||0o-
Table 1 and Table 2 show the computing results of the algorithms with project
Jacobi smoother and project SGS smoother respectively. Table 3 shows the
corresponding results of two-grid V-cycle algorithm.

Table 1. Numerical results for project Jacobi smoother

L | Np 43 precision time(second)
4 511 8252 1.1309 x 1072 0.44
5 | 1023 | 36393 | 3.0121 x 10~° 1.32
6 | 2047 | 155471 | 7.2565 x 10~° 5.05
7 | 4095 | 658462 | 1.7277 x 10~° 19.06

Table 2. Numerical results for project SGS smoother

L | N WL precision time(second)
4 | 511 16504 | 3.6565 x 10~ % 1.04
5 | 1023 | 72786 | 1.0544 x 1077 4.39
6 | 2047 | 310942 | 2.3650 x 107 18.84
7 | 4095 | 1316924 | 6.6756 x 10~ © 85.63

Table 3. Numerical results for two-grid V-cycle algorithm

wilpelp | Nip | cycle number precision time(second)
3/3/1 511 3 2.400 x 1073 0.55
3/3/1 1023 4 1.100 x 1073 2.14
3/3/1 2047 3 6.2469 x 107 5.44
3/3/1 4095 3 3.1358 x 10~ % 20.76

Example 3.2. Findau € K = {v € H}(Q)|v > ¢}, such that
a(u,v —u) >0, Yo e K, (3.2

where Q = (0,1) x (0,1), ¢(t,s) = 0.35 — [(0.5 — )% + (0.5 — 5)%]*/2 and
a(w,v) = [o(VwVv)dtds.

We choose the finite elementinner nodes (¢;, s;) = (hyi, hij) (4,7 = 1,2,...,
VN), where N; = (bt — 1)2, by = 27! hg with ho = 272, Using Lagrange
linear finite element method to discrete the problem (3.2), we get correspond-
ing discrete problem (1.3). In algorithm 1.1, or equivalently algorithm 1.2, we
choose m; = [4""'my], m; = m*L?. Table 4 and Table 5 show the com-
puting results of cascadic multigrid method and two-grid V-cycle algorithm
respectively.



414 RECENT PROGRESS IN COMPUTATIONAL AND APPLIED PDES

Table 4. Cascadic multigrid method with project Jacobi smoother

m L Np, precision | time(second)
0.3 3 961 0.0195 0.38
0.15 | 4 | 3969 0.0093 4.40
0.1 5 | 16129 0.0046 77.55

Table 5. two-grid V-cycle algorithm

pilpalu Ny, cycle number | precision | time(second)
2/2/1 961 2 0.0073 0.44
2/2/1 3969 2 0.0034 4.4
2/2/1 16129 2 0.0022 75.0

Remark 3.1 It is well known that multigrid methods are much faster than the
traditional relaxation iteration methods. We see here from table 1 ~ table 5 that
the cascadic multigrid method is competent with two-grid V-cycle multigrid
algorithm for both cases of d = 1 and d = 2.

Remark 3.2 Unlike the PDE case, the estimate (2.4) does not have optimal
convergence order. The following Table gives a comparison of the cascadic

method, for solving (3.1) and the corresponding boundary value problem, i.e.
finding u € H} (), such that

a(u,v —u) =1, Yo € HY (D). (3.3)

Table 6. Comparison with equation case

L| Ny | |lu—aw|lL, |lw— Lz,
4 | 511 | 3.0242 x 10~%* | 2.0509 x 10~3
5 [ 1023 | 2.6261 x 10~ % | 1.3657 x 10—°
6 | 2047 | 1.9290 x 10~ % | 5.7183 x 10~ 2
7 | 4095 | 1.2054 x 10~ % | 3.3371 x 10~ ¢

In above table, ||u — 4r||z, and ||w — @ ||, denote the Lo error between
the analytical and computed solutions of problem (3.1) and (3.3) respectively.
From Table 6, we see that with the increase of L, ||u — ||z, decrease more

slowly than ||w — wp||z,. However, the difference is not large, which implies
that estimate better than (2.4) is possible.
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Abstract

Keywords:

The PIM mold filling analysis is based on two-dimensional layer flows assump-
tions for thin cavity filling under non-isothermal conditions. The mathematical
model that described PIM filling process is created, and the formula that calcu-
lated the flow conductance is deduced. The pressure equation for the liquid phase
is obtained as

0 opP 0 oP
— (S —(S=—]) =0
Ox ( 090) "oy ( 81/)
which is a non-linear elliptic partial differential equation. It calculates for the

model possible and lays a mathematical foundation for further analyzing the PIM
mold filling flow.

Powder Injection Molding, Rheology, Flow Conductance, Mathematical model

1. Introduction

Powder Injection Molding (PIM) is a new powder metallurgy near-net shape
forming technology that has been evolved from the conventional injection mold-
ing process of plastics. PIM process offers many technological and economical
advantages over the conventional powder products, such as near-net shaping,
complex shape production, high performance and productivity etc., so PIM

*Projected supported by The National 973 Program, Natural Science Foundation of China and The State
Ministry of Education
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process has evoked many considerable researches. It is called "The technol-
ogy in the greatest demand nowadays to manufacture parts”. Figure 1 shows
schematically the production process during powder injection molding. In a
first step, the "granulates feedstock™ is blended from the metal powder and a
35-55\V0l% polymer binder system. In the second step, the melt feedstock is
molded into shape under high pressure on an injection molding machine in the
state of temperature (100°C — 180°C). Then, the polymer binder is extracted
by a thermal or chemical process and the powder component is sintered to final
density.

—4=n;ecn’an mudtllrlgl— —)! de-binding sintering I
granulates . fQreen part

Figure 1. PIM - Powder Injection Molding

mixing

While there are many variables that control the PIM process, mold filling is
the most critical phase of component manufacture. Defects, such as voids, sink
marks, weld lines and density variation can result if the molding parameters and
tool features are not properly specified, and these defects can’t be compensated
in the subsequent debinding or sintering process. Traditionally, the design of
a PIM process involves iterative changes in mold variables and tool features
until success has been achieved. Therefore, the design has been an art, rather
than a science, involving costly and time consuming procedures. To bring this
industry to a more scientific basis, the design process should be integrated with
scientific analysis based upon fluid mechanics, heat transfer and stress analysis.
We should create the partial differential equations describing the fluid flow and
heat transfer in PIM processes, should solve the numerical solvation for the
partial differential equations and simulate the flow front locations, distribution
of velocities, temperature and pressure. Then we can analyze the possible
defects and the region in which the defects maybe occur during the PIM process,
provide the useful information for the design of a PIM process. This has become
possible by numerical techniques implemented on computers.

2. The equations describing the feedstock mold filling flow

In this paper, we use the Euler Method. To describe the physical capacity of
the melt fluid particle (every small parts getting from unlimitedly partition.) and
their changing conditions, the velocity, pressure etc. of the fluid particle which
is of every instant in space’s certain place are studied. In order to study the melt
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feedstock mold filling flow, we consider that the melt fluid is even continuous
medium, and powder’s influence is summed to rheological behaviors and other
material parameter’s changing. So the rheological field of the melt fluid flow
should obey the conservation law of mass, momentum and energy of continuous
medium mechanics. According to Kwon [3], in a control volume,

The continuity equation is,

Ou;
8:cj

where V is the velocity vector, V = w167 + usés + usés, €1, €5 and € are the
unit vectors in the direction of the 1, 2 and 3 axes.
The momentum transport equation is,
8u,~ + uaul (97’1']' 4 oP
Pot TP 0x; T Oz T om
where p is the density of feedstock, 7;; is the deviatoric portion of the general
stress tensor, P is the pressure, g; is the gravitational acceleration vector in the
direction of the i axes, § = g1€1 + g2€3 + g3€3.
The heat transfer equation of the melt is,

oT - . - i
’OCPE +pCpV - VT = pprmass AHV fs + VG — (—7: VV)—=Q =0 (2.3)
where T is the temperature, C,, is the specific heat, and ¢is the conductive heat
flux, is given by ¢ = qre1 + q263 + q3€3 = q;¢é;, ¢; = —Fg—i for conductive
heat transfer, where T" is the thermal conductivity. Q is the rate at which latent
heat is released during freezing of the melt in unit volume,

af, dfs
= ’L}AH L massAH )
Q = pvy b = PP by

where p, and A H, are respectively the density and latent heat of the binder
material, f is the solid volume fraction of the binder, and ¢, and ,,4ss are
the volume fraction and weight fraction, respectively, of the binder material
in the melt. —7 : vV represent the term of viscous heating is determined by
—7: vV = 3?2, where 4 is the shear rate, 7 is the flow viscosity, = n(y,T)
for a given feedstock..

On the basis of that many factors are considered and assume the melt fluid
is well-distributed and satisfied the power law, the rheological equation n =
n(%,T) of the feedstock mold filling is given by German [2]. In general, the
rheological equation n = n (5, T') is simplified as

vV = =0 (2.1)

+ pgi =0 (2.2)

7 = mgy exp (TQ/T> Am—1 (2.4)

where, mq , T,, are material constants.
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3. The mathematical model of two-dimensional layer
flows of the melt feedstock in the Powder Injection
Molding process

The flow in the PIM process is a complicated problem with viscoelastic-
ity effect, non-stability, non-isotherm. In addition, considering the complexity
molding geometry shape. It is extremely difficult to describe the whole pro-
cess of the flows exactly. What we have offered in the last paragraph is a
three-dimensional flow with little feasibility. Actually, in many circumstances,
the process of PIM feedstock mold filling flow could be simplified as a two-
dimensional flow. Compared to viscosity, inertial force and gravity could be
neglected. Most injection molded parts have a flat thin cavity. We therefore
confine the analysis to a relatively thin part such that the flow can be considered
to be two-dimensional layer flows. The following assumptions are made to
simplify the formulation.

1 Powder and binder mix well without any gas hole, and the mixture never
separates during the flow. The feedstock melt fluid flow is considered
as even continuous medium non-Newtonian fluid flow, and the effect of
heat expansion and the latent heat are neglected.

2 Heat conduction plays greatest role on cavity wall, and the convective
transmit heat in cavity thickness z direction is neglected. While the
convective transmit heat plays greatest role in cavity, and heat conduction
in the streamwise X, y direction in cavity is neglected.

3 In the cavity, we only consider viscosity, and inertial force, elasticity
and gravity are neglected. The pressure is assumed to be constant in the
thickness z direction.

4 At the gate of cavity, the injecting temperature TO, the rate of volume Q
and the temperature Tw of cavity wall are constants during the flow. The
solidification is neglected and the no-slip boundary is assumed.

Then the governing equation for the continuity, momentum and energy bal-
ance for the melt fluid are described as

9, 0, _
%(bu) + a—y(bv) =0 (3.1)
where @, v are the average velocity vectors of the thickness in the direction of

the x, y axes. 2b is the thickness of cavity.

0 [ Ou opr 0 ( Ov oprP
&(U&) —%—07 &(ﬁ&) _8_3/_0 (3.2)
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or — or  oT o*r

where u, v are the velocity vectors in the direction of the x, y axes. Ky, is the
coefficient of heat conduction. And 7 is given by

N = mopexp (TQ/T) An—t (3.4)

where + is determined by

. ou\ > o 2 2
=1G) (3] 6
The boundary conditions are

= On the cavity wall:

u(x’y’ b7t) = /U(:C,y,bvt) = O (36)
T(2,y,b,t) =Ty (3.7)

= On the central line of cavity:

ou ov
%(mvyvovt)_£<$ayvoat)_0 (38)
oT
4. The flow conductance and the pressure equation for the
melt fluid
For simplification, let
oP oP
Al‘—_a(xayat)? Ay__a_y(x7y7t) (41)

By integrating the equation (3.2) and using the boundary condition (3.6), we
obtain

ou ov

From equations (4.2) and (3.5), we deduce that
. 1
y=-A, (4.3)

n
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where A, = /A2 + Ag. By integrating the equation (4.2) and using the
boundary condition (3.6), we obtain

b b
u:Am/idz, v:Ay/idz (4.9
z N z N

Therefore,

1 b b 1 b by

@ :—/AI</Edz> dz:—Ax/ dz/ St
b 0 2 N b 0 2z N
1 b tt 1 th
_—Ax/ dt —dz= -\, — dt
b 0 o " b o 7
1 b 2
:—Ax/z—dz

b o N
Similarly,

1 b b b 2

’D:—/Ay</ Edz) dz = —Ay — dz

b 0 Pl o N

Let
b 2
S = — dz (4.5)
o 7

Equation (4.6) is the formula for calculating the flow conductance. Hence, we
have the average velocity u, 7,

_ 1 _ 1
U—ZAxS, U—g

By integrating the momentum equation, making use of the non-slip and
symmetric boundary conditions for velocity as well as the continuity equation,
we obtain from (3.1) and (4.6) the pressure equation for the melt liquid

0 oP 0 oP
e (530) 3 (55,) =" @0

which is a nonlinear elliptic partial differential equation. It lays a mathematical
foundation for further analysis for the PIM flow.

A,S (4.6)
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