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Abstract We consider approximations on SO(3) by Wigner D-matrix. We establish basic
approximation properties of Wigner D-matrix, develop efficient numerical schemes using
Wigner D-matrix for elliptic and parabolic equations on SO(3), and establish correspond-
ing optimal error estimates. Numerical examples are presented to validate the theoretical
estimates and illustrate a physical application.
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1 Introduction

In most problems relevant to three-dimensional rotations, we need to express functions in the
rotational group SO(3). Because Wigner D-matrix is an irreducible representation of SO(3),
it is naturally used to expand functions in SO(3), similar to Fourier expansion for periodic
functions or spherical harmonic expansion for functions in spherical domains. Although
originally introduced in group representation and quantum mechanics [20,22,24], Wigner
D-matrix has now been applied to various areas [3], including image searching and analy-
sis [6], cosmology [21], molecular biology [11], polymeric and liquid crystalline materials
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[17-19,23]. The development of fast transformation between the physical and the frequency
space [10] has brought great convenience to its applications.

When solving PDEs on SO(3), Wigner D-matrix is often used as basis functions
in a spectral-Galerkin approach. However, error estimates for such approach involving
Wigner D-matrix is not yet available. The main purposes of this paper are (i) to derive
a basic approximation theory for Wigner D-matrix; (ii) to derive an efficient spectral-
Galerkin algorithm using Wigner D-matrix and the corresponding error estimates for solving
elliptic and parabolic type equations on SO(3); and (iii) to illustrate how to use spectral-
Galerkin algorithm with Wigner D-matrix to simulate a worm-like chain on the spherical
surface.

It is known that the accuracy of the spectral-Galerkin solution is controlled by the approx-
imation properties of the basis functions. Analysis of this kind has been done for Fourier
series and orthogonal polynomials [2,8,9,12,16]. The key property in the proof of approxi-
mation results is a derivative relation similar to that satisfied by the Jacobi polynomials. Such
a derivative relation played a key role in the error estimate of Jacobi polynomials [9,16].
With the approximation results in hand, we then consider using Wigner D-matrix to solve
elliptic and parabolic equations on SO(3).

As an application, we focus on a model of polymers, where the chain propagator equation
needs to be solved. The chain propagator equation is crucial for the computation of the single
chain partition function [5]. The form of chain propagator equation is identical to Schrédinger
equation except without the unit i72. The space of variables depends on the symmetry of the
monomers/building blocks. If they do not have spherical or axial symmetry, the differential
equations are necessarily on SO(3). The space of variables also depends on the geometry of
the region in which the molecule is confined. An example is worm-like molecules on spherical
surface [14], where the chain propagator equation is also on SO(3). Other applications we
plan to consider in a future work is the Smoluchowski equation which describes the evolution
of density function for liquid crystals [4].

The rest of paper is organized as follows. In Sect. 2, we introduce the notations in SO(3),
the definition and some important relations of Wigner D-matrix. Section 3 is dedicated
to the error estimate for approximation by Wigner D-matrix. Applications to elliptic and
parabolic equations are presented in Sect. 4 where we propose efficient algorithms and derive
optimal error estimates. Numerical examples are presented in Sect. 5 to validate the theo-
retical results and illustrate physical applications. A brief concluding remark is given in
Sect. 6.

2 Wigner D-matrix

Here we only write down the definitions and properties necessary for establishing the approx-
imation theory, where we avoid involving notations specifically for quantum mechanics. For
more details, we refer to [20,22,24].

2.1 The Elements of SO(3)

We choose a reference orthonormal frame (ep, ez, e3) in R3. Each orthonormal frame
(m1, my, m3) can be expressed by rotating (e, e>, e3) with P € SO (3), namely PPT =1,
|P| =1 and

(my, my, m3) = (e1, ez, e3) P.
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The elements of P,
mpy myp m3
P = | mip myp ms3
my3 mp3 ms33

are given by
Mmijg =m;j - €.

In the above description, P is determined by m ;. We may also view m ; as functions of P.
The elements in SO(3) can be expressed by Euler angles «, , y:

P(a,B,y)
cos B —sin Bcosy sin B sin y
= | sinfcose cosfcosacosy —sinasiny —cosfcosasiny —sinacosy |,
sin Bsina cosBsinwcosy +cosasiny —cospfsinasiny + cos o cosy
2.1

where
B €l0,7], o,y €]0,2m).

The uniform unit measure in SO(3) is given by
1
dv = —=sinBdadfdy.
8m2
2.2 Differential Operators

In the tangential space at P, denoted by 7SO(3)(P), we choose an orthonormal basis
(X1, X2, X3). For any differentiable function f, the directional derivatives can be calcu-
lated by

d > dp
o fP@O)=3 ox f (X 5) :

i=1
Note that PPT = PTP = [. Thus we have
dP .+ dPT dPT dP
—P +P——=—P+P — =0.
dt dt dt dt

So we can find skew-symmetric matrices A;, A, such that dP/dt = A;P = PA,. Hence
(S1P, $2P, S3P) and (PSy, PSy, PS3) are two orthonormal basis of 7SO(3)(P), where

00 0 001 0-10
S1=100-1}),8%=| 000),5={|1020]). (2.2)
01 0 —-100 000

When we choose X = Si P, we denote J = 0y, ; when we choose X,’{ = PS;, we denote
Ly = 0y . Intuitively, Ji represents the derivative of the infinitesimal rotation about ey, and
Ly represents the derivative of the infinitesimal rotation about m. We can also write

Jef (P) = lim f(eXP(tSk)tP) - f(P)’ Lif(P) = lim f eXp(tStk)) —fP)

(2.3)
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By computing the derivatives of P about Euler angles, we can write J; and Ly by Euler
angles:

9
Ji=—, 2.4
1= (2.4)
cosa (0 a . a
Jr = — — —cosf— ) —sina—, 2.5)
sinf \ dy do ap
7 sina [ 0 8 a n a 2.6)
= — —cosB— cosow—, .
7 Sing oy da P
L= 0 2.7
1= 2y’ .
I —cosy [ 0 5 a +i a 2.8)
= — —cosff— siny —, .
27 Tsing \Ga 9y Y
i a d d
Li = s%ny — —cosff— ) +cosy—. 2.9)
sin 8 \ o« ay ap
Using (2.4)—(2.9), we can verify the following properties. First, we have
JEA B+ =L+ L3+ 3457 =J% (2.10)
Second, the operators satisfy
[kis Jol = I Iy — Iy Iy = —€kikaks Jiss [Liys Ligl = €kykoks Lis s (2.11)
where
1, (kik2k3) = (123), (231), (312),
€hikoks = § —1, (kikaks) = (132), (213), (321),
0, otherwise.
Thus we can verify that
(L, Ji] = [L?, Li] = [y, Li,] = 0.
The derivatives of m;; are given by
JaMiky = €kkaksMikss  LigMigl = €kkoksMigl - (2.12)
The operators satisfy the equation of integration by parts in SO(3),
[ore == [wups. [oree=-[owpe e

2.3 Wigner D-matrix

By (2.13), the operators i J; and i L} are symmetric on L%2(SO(3)), where i = /—1 is the
imaginary unit. Also —L2iJ,,iL; are mutually commutative, so we may consider their
common eigenfunctions,

—L’¢=21¢,iJip =m¢,iLip =m'e. (2.14)

By solving the eigenfunction problem, we obtainthat A = j(j+1), j > |m|, |m'|, j,m,m’ €
Z, and the corresponding eigenfunction gives the Wigner D-matrix,

D! = exp(—ima)d! (B)exp(—im'y), 2.15)
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where

. AV —1/2 a b
= (L) (1) ) )

In the above, k = j — max(|m|, |m'|),a = |m —m'|, b = |m +m’|,

0, ifm' <m,
V= / . ’
m —m, ifm" > m,

and

a k+a\(k+b\ [x—1\""/x+1)°
-2 ()G 0F) ()

is the Jacobi polynomial. Whenm’ = 0, the Wigner D-matrix becomes the spherical harmonic
functions, i.e.,

iyl
DmO_Ym’

where Y,‘,i are the spherical harmonic functions. By the theory of group representation [20],
we have

Proposition 2.1 D) isa complete orthogonal basis of L>(SO (3)).

mm

In fact, the orthogonality can also be verified directly by that of Jacobi polynomials. If
my # my or mY # m), it is obvious that Dfr:lm, and Dy]nzzm, are orthogonal. And we have
1 2

. . 1
Javpp,pl=c [ ava—pta 0B @ = oy,

mm
1

The Wigner D-matrix also satisfies the following differential relations: define Ly =
iLy F L3, JL =1iJy £ J3, then

LeD! = iG+ D) —mm DD}, ... 2.16)
J:tDrj;rm/ = \/j(j + 1) - m(m + I)Dfiil,m/' (217)

The relations (2.14), (2.16) and (2.17) are crucial in the error estimate.

3 Approximation Error by Wigner D-matrix

We shall only consider the operator Lg, since Ji can be studied in exactly the same manner.
We define the H?” space on SO(3) by

HP(SO@3)) ={f(P): L ...Ljpf € L2(SO(3))}, 3.1)
with the semi-norm and norm
=D Ly Ly fP AL =D IfR (3.2)
Jjr=123 k<p

Denote || f[| = [|f1lo-
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Since {Drj,.lm,} is a complete orthogonal basis, for f(P) € L3(S0(3)), we may write
f(P) = Z fnjlm/Dlilm/‘
0<|ml,Im'|<j

If f € H', by (2.14) and (2.16), we have

3
YULAP= Y jG+DIf.
r=1

0<|m|,|m"|<j
Recall that L? is defined in (2.10). Thus, for f € H?,
IEH IR = 3 GG+ DI (3.3)
0<|m|,|m'|<j

and for f € H+!,

3
DNL @HfIP = > GG+ (3.4)

r=1 0<|ml,|m’|<j

Using these equalities, we may define the fractional Sobolev space H" as follows,

H ={fflh= Y. A+ A7f P <00

0=|ml,|Im’|<j

Next we estimate the derivatives L, ... Lj,. We can write

Lif= > JUG+D=mm+ DG+~ m+Dm+21f. D, .
0<|m+1|,|m'|<j

Therefore,
WLEAIP < D GG+ DAL P < L2 FIPR.
0<|m+1],|m"|<j
Similarly, we can derive |[Lg Ly, f|| < [|IL? f|| for s1,s2 € {I,+,—}. Thus, for j, €
{1, 2, 3}, we have
WLji .. Ly, fIP<Cp) Y. GG+ (3.5)
0<|m|,|m’'|<j

where C(p) = 27.
Denote )
Xy =span{D’ ,:j < NJ. (3.6)

mm'’

Define the projection operator my as
(wnf—f,8) =0, VgeXy. (3.7)

Then 7 can be written as

avf= Y. fh D 3.8)

O=<|ml|,|m'|<j=N

Now we can reach an error estimate of the my.
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Theorem 3.1 Forany f € HP(SOQ3)) andk < p < N,
ILj - LiGen f = DI < CNPI £l (3.9)
Proof Using (3.5), (3.3), and (3.4), we have
Lj ...LjGanf— HIF <C S GG+HHIFLP

J>N,0<|m|,|m'|<j

C ~:
EW Z GG+ *PIf 1

Jj>N,0<|ml,|m'|<j

<CNH*2P £

4 Applications

We shall consider two problems in this section: one is an elliptic equation and the other is a
parabolic equation.

4.1 Elliptic Equation

Consider
—LiAiiju+biLiu+CM:fs 4.1)

with A;;(P), bi(P),c(P) € L*(S0Q)), f(P) = L?(S0(3)), and the conventional nota-
tion about repeated indices is used. We also assume that the matrix

Aij b;
bj C

is symmetric positive definite at each P € SO (3), with the minimal eigenvalue > A > 0.
Under this assumption, the bilinear form

a(u,v) = /(A,-jL,‘vL‘,-u + b;jvL;u + cuv)dv 4.2)

is continuous and coercive about the H! norm in SO(3), namely,

a(u,v) < Cllulllvlly, Vu,veH';
| 4.3)
Mulli <a(u,u), Yue H'.
The weak form of the equation is to find u € H 1(SO(3)) such that
a(u,v) = (f,v), Yve H'(SO3)). “4.4)

By the Lax-Milgram lemma, there exists a unique solution for the above problem.

4.1.1 Regularity
We first establish a regularity result for (4.4).

The following two lemmas are similar to the elliptic equations in R". The difference
quotient has the following estimate.
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Lemma 4.1 Let LZf(P) = [f(Pexp(hSk)) — f(P)]/h, where Sk are given in (2.2).
A. Assume | < p <ocand f € WP Then

LY fllLe < ClLif]lLr. (4.5)

B. Assume 1 < p < oo, f € L?, and there exists a constant C such that ||L£f||Lp <C
forall h and k = 1,2,3. Then f € W7, and

Lk fller <C, k=1,2,3. (4.6)

Proof A. If f € W!P_then forevery P € SO(3),

1
f(Pexp(hSy)) — f(P) = h/O dr Ly f (P exp(thSy)).
Therefore
1
fdv|LZf|P < C/dv/ dr|Ly f (P exp(thSy))|?
0

< ClILk fllzr-

B. Let ¢ € C*. We have
/dvaﬁd; = —/dequb.

Note that L,i‘ f isbounded in L?. Thus we can choose a subsequence such that LZ’ f—g
weakly in L”. Then

Javrueo=jim fartio=—jm faiss=- [ oo

indicating that g = Ly f in L”. Hence we deduce that f € W7,
O

Lemma 4.2 Assume A;j, b; € WL and ¢ € L. Let u be the solution of (4.4) with
f=gelL? thenu € H* and

[lull2 = Cllgllo- 4.7)

Here the constant C depends on ||Ajj||y1.0, |1billwi.cc, |lc]| L.
Proof Substituting v with L, " v in (4.4), we obtain

/dvAijL,-uL‘,-Lk_hv = /dv(g — (¢ — Libu + b Li) L " v. (4.8)
From (2.3), we can deduce that

sin & 1 —cosh
(L;L} — L'"Ljv = €jui——Liv(Pexp(h$) — — ——Ljp(Pexp(h$).  (4.9)
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Take (j, k) = (1, 2) for example. Denote R(¢, h) = exp(—hSz) exp(¢S1) exp(hS2). Then we
have

sin A sin ¢ cost — 1 —coshsint
coshsinh(l — cost) coshsint cos?hcost +sin?h — 1

0 —sinh O
=|sinh 0 —cosh
0 cosh 0

= S3sinh + Sy cosh.

1
lim —(R(¢t,h) — I) = lim —
t—0 1t t—

cos?h +sin?hcost —1 —sinhsint  cosh sin h(l —cost)
0t

Hence,
1
R(L\LY — L)) = lim —[V(P exp(1S1) exp(/152)) — v(P exp(h$:) exp(tS))]
—
1
= lir% ?[v(P exp(hS$2)R(t, h)) — v(P exp(h$?))]
—
1
— lin(1) ?[v(P exp(hSy) exp(tS1)) — v(P exp(hS2))]
t—
=sinhL3zv(Pexp(hS2)) — (1 —cosh)Liv(P exp(hs$>)).
By (4.9), we deduce that
LLgullo < [I1L{ Lullo + Cillul|1. (4.10)
The left side of (4.8) can be rewritten as

/dvA,»jL,-uLjL;hu

—cosh

_ sin h 1
= / dvA;;Liu |:Lk thv + ejszle(P exp(—hSy)) + TLJ'U(P exp(—hSk)):|

:/dv — LA LiwLjv

sin & cosh
——L

1—
+ AjjLju [ejszsz(P exp(—hSy)) + Y ju(P exp(—hSk))}

:/du — Ajj(Pexp(hS)LYLiuLjv — LY A;jLiuL jv

sin h 1 —cosh
+ AijLin | €ju——Liv(P exp(—hSp)) + 0

Ljv(P exp(—hSk)):| :
Thus
/dvAij(P exp(hS1) LI LiuL jv
:/dv — LM A LiuLjv — (g — (¢ + Libi)u — b Liw) L "v
sin &

1 —cosh
+ AjjLiu [ejlele(P exp(—hSy)) + TLJ'U(P exp(—hSk))j|

= Ca(lfully + llgllo) I Lvllo-
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Then we substitute v with Li’u in the above, which yields
hy o112 . hp uLhL .
ALY Lul)? < /duA,,(P exp(hS1)) LY LiuL!L ju
= /dvA,-j(P exp(hS1) L} Liu [L,-L;’u
sinh 1 —cosh
_fjleLlu(P exp(hSy)) + TLju(P exp(hSk))

< Ca(llullr + lglo)ILLEullo + Callull1||L] Lullo
<Co(lully + gl UILE Lullo + Cillully) + Callull 1L} Lullo
< Ca(llull + lgllo) 1LY Lullo + [l + 1lgllo)-

A

Solving the above quadratic inequality about ||L’,§Lu||0, we obtain ||L’,ZLu||0 < Cs(|lull1 +
[lgllo) with Cs = C4/2A + +/(C4/2)1)? + C4/X, which implies u € H? and
lull2 = Cs(fullt + 11gllo)-

Finally, we have Allul|} < a(u,u) = (u, g) < |lullol|gllo. Therefore [lu|l; < (1/M)Igllo
and (4.7) holds. O

A

Corollary 4.3 Assume A;j, b; € W10 gnd ¢ € Wk, If u is the solution of (4.4) with
f =g e HX thenu € H**? and

lullk+2 < ClIgllk- (4.11)

Proof We prove by induction. Suppose (4.11) holds for 0, ...,k — 1. Then u € H**! and
[lu]lk+1 < C||gllk—1- Since the coefficients and the right-hand term have better smoothness,
we can take derivatives on both sides of the equation,

Ly ...Lp(LiAjjLju+biLiu+cu) =Ly ...Lyg.
Denote u’ = L, ... L, u. By using (2.11), we can rewrite the above equation as
LiAjjLju' +b;Liu' +cu' =g
where ¢’ € L? and
'l < Clulli+1 + llgllk) < CAlgllk—1 + llgllk) < Cllgllk-
By Lemma 4.2, u’ € H? and ||u’|| < C||g'|| < C||gllx. Since py are arbitrary, we have
lullk+2 = ClIglk- o

4.1.2 Error Estimate

The spectral-Galerkin method for (4.4) is: Find uy € Xy such that

a(uy,vy) = (f,vn), Yoy € Xy. 4.12)

Again the wellposedness of the above problem is assured by the Lax-Milgram lemma. As
for the error estimate, we have

Theorem 4.4 Assume A;j, b; € whtloo o e Wk gpg fe H¥ where k is a nonnegative
integer. If u is the solution of (4.4) and uy is that of (4.12), then

llu —unlly < CN"* 2| fllk, Vv e[, 1]. (4.13)
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Proof We first show the result with v = 1. We derive from (4.4) and (4.12) that
a(u —upn,vy) =0, Yoy e Xp.

By (4.3) and Cea’s lemma, we immediately derive
llu —unlh = CvNig(N llu —onll.

Define the projection operator 7 11\/ as

(ryu —u,vn) + (Lj(ryu —u), Livy) =0, Yoy € Xy. (4.14)

It can be verified by (3.8), (2.14) and (2.16) that the above equality holds when substituting

rr]{,u with myu, thus rrll\, = my. Therefore, if u € H™(SO(3)), we have

inf |lu— vyl < llu—myulli < CN"|uly,. (4.15)
vyeEXN

Hence, we obtain the result for v = 1 by combining the above and the regularity result in
Corollary 4.3.
Next, we prove the result for v = 0 using a standard duality argument. We write

sup(u —uy, g)
llgllo

Denote by ¢, the solution of a(v, ¢;) = (v,g), Yv. Let v = u — uy. Combined with
alu —uy,yeg) =0,(3.9), and (4.7), we obtain

[lu —unllo =

(u—uy,g) =alu—uy,p; — TN@g)
<Cllu—unlhlleg — Tnegll
<CNMu —unllillggll
<CN 7 u—unlliligllo-
Thus by (4.15) and (4.11),
llu —unllo < CN“Hu —unlh < CN*2uligr < CNTF2Y| £k (4.16)

Finally, the result for v € (0, 1) can be obtained by a standard space interpolation [1]. O

4.1.3 Implementation

Here we discuss how to solve (4.12) numerically. Write
_ ~J J
Un = Z U m Dmm’ :
[m|,|m'|<j<N
1. If the coefficients Ay, by, ¢ are constant, it follows from (2.14) and (2.16) that
(ALiuy. LD}, ) + (b Liuy. D)) + (cuy. DY) (4.17)

- : NS ~J ~j ~
is depends linearly on u; ., i mom'+1° Yo +2- Thus we group u; ., according to the
indices j and m. For fixed (j, m), we can solve 12;1 v from a pentadiagonal linear equations

with 2 + 1 variables,
My = Fh e =i < 1m0 1p' <,
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which can be done by LU factorization. Denote

Ci(jym)=yj(G+1) —m'm £1).

Then the nonzero elements in the matrix M,{; can be computed by (2.14) and (2.16), given
as follows (where i = /—1),

j 1 . .
(M = Avim” + = (A + Ag3) (G + 1) = m') + ibim’ + ¢,
; 1
(M) 1 = Eci(j, mH[2m' £ 1)(—A12 £iA13) + (iby £ b3)],

j 1 . . )
(M) 42 = Z(Azz — A3 F2iA23)CL(j,m)Cx(j,m £1).

2. Generally, Az, bg, ¢ are not constant. In this case, we first notice that (4.17) can be
computed efficiently from ﬁfn v With the help of transformation between physical and
frequency space. We will use the SOFT package! in this work, where the computational
cost is O(N%). Thus, to solve (4.12), we may use conjugate gradient method if by = 0,
and BiCGSTAB or GMRES method for general cases. Furthermore, we may choose
constant coefficients Ay, by, ¢, and use the matrix generated by them as a preconditioner
for the above methods.

4.2 Parabolic Equation

We consider the following parabolic type equation
w — LiAyjLju+b;iLiu+ fu) = g(P, 1), 4.18)

where A;;, b; are constant, A is symmetric and non-negative, and | f (x) — f(¥)| < K|x —y|.
For examples, the propagator equation of a worm-like chain on the sphere, as well as the
helical worm-like chain, can be written in this form, with f(«) = W (P)u.

As an example, we consider the second-order leapfrog scheme in time: Let u]l\, be computed
by using a first-order scheme. For n > 1, we find u’,’\,’L1 € X such that

1 n+1 + n—1
7 ( nl u';v_l,tﬁN) + Ajj (Lj (uNZMN ,Lion
T

ull1\7+1 +u']’\/71 n n
+ | biL; B S— Lon )+ (fuy), dn) = (g(t"), o), Yoy € Xn.

(4.19)

At each time step, one needs to solve an elliptic equation of the kind (4.12) for u'l'v“.

We will use the following discrete Gronwall’s inequality (see [15]):

Lemma 4.5 Suppose A > 0, and ¢, k,, g, are nonnegative sequences satisfying

n—1

¢n <A+ (kjpj+gj). n=0.
Jj=0

1 www.cs.dartmouth.edu/~geelong/soft/.
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Then
n—1 n
on < exp Zk] A—l—Zgj , n>0
j=0 j=1

Theorem 4.6 Let u and u"+1 be the solutions for (4.18) and (4.19), respectively. Then, we
have

("™ —ulit) < 6XP(C4T)< (el p20.7: 11y + Netarell r20.7:12)) + N_mlluHC(O,T;Hm)),
(4.20)

where Cy ~ (1 — (1 + K2))~L,
Proof Define
ey =nmnu(") —uly, ey =u@")—nayu@"). 4.21)

We have

1 sn+1 ~n—1 Vl+| +~'Il\/1
z—r(eN -y ,¢N>+Aij Lj f Lign

~n+1 4é ~n—1
+ (biLi <2N) ,¢N) + (f@@™) = fuhy), on) = (T", ¢n).

Here the local truncation error 7" is the sum of the following three terms,

T = % (@™ —u@™") — u, (t") = 211' /ttlﬂ %(s — ") uydt,
= — LAyl (u(tn+l) -;- u(h _ u([")) =—L;A;jL; /t:n:rl(s — " uydt,
T3 =biL; (M(IHI)—;M(I"—l) u(t" )) fb L; /t:nlﬂ(s — t"uyde.
Let ¢y = 21(e’”rl + E’,ﬁ,‘l), then we have
||~n+1|| 18 2 + 1A (Ll ( ol 4 g e 1) L; (¢ <~n+1 +én 1))

+ 27 <f("(t"))—f(uN) ~n+1+ér1i]—1):2_r (T TP 4T ~n+1+§n 1).
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We have the following estimates,

2
) ) 21 o
2ty it + bl < |t + IH Tz / 20
41 m—1 2
1 1 P 2
< ||~”+ +éy I +%/ Hloter ||7de;
M+l
2Ty, ) = 2 Aij(Li/ (s — Mupdt, L@ + g"NI))‘
=1
| i } . e
< 2Az](L iey o +éy h,L; jey ! +éy p)
i+l !
oAy / (s — t")updt, L; / (s — t")uydr)
tnfl tnfl
1 ) ] ) tn+1
- A,J(L @ L, L (”+1+e"N71))+CT3/ | sl
=

tn+l

21(Ty, &t 4 &) < (1@t el 2 +Cr3/ 1 Juye 2.
t

n—

And
2AC£ ™) = f@i), a T hl = (I IR+ 18 1P + 12y P + 112y P).

Thus

~n+1 ~n—1
ey 12 = ey 12

IVH»I
~n+1 ~n—1 ~n 2 —n 112 4 2 2
< Cor (11512 + 1181 + 118311 + 11y ] ) + CaT / il | P
"

In the above, Cp < 1+ K2. Hence

el

12 2 <3c212(||~k+1|| +||-’<+1||>+c3r4/0 lugs |T + Nugss|Pde, no= 1.
k=0

By Gronwall’s inequality, if 3C27 < 1, we have
ller™ 11 < 11231+ eyl

< CXP(C4T)<T (Nweell 20,751y + Nueeellp20,7:22)) + N_m||u||C(0,T;Hm))~

where C4 ~ (1 —3C27) "' ~ (1 — t(1 + K2))~L. o

5 Numerical Results

We present in this section several numerical examples to validate our theoretical estimates
and to illustrate applications of Wigner D-matrix for solving PDEs on SO(3).
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5.1 Elliptic Equation

First we examine a stationary equation to test the spatial accuracy. Consider
—ajLiu+b;Lju+cu= f(P). (5.1)
The coefficients are chosen as follows:

a; =05, a=1, a3=1.5;
b1 =02, bry=0, b3=0.3;

c=1.

We choose an exact solution and compute the right-hand term from the equation. Specifically
we choose

1. ui(P) = (moy — 0.5)2|m22 — 0.5]. In this case,

fl(P) = 6m22(m22 — O.5)|m22 — 05| + 3(m22 — 0.5)|MQ2 — O.5|(—O.3m12 + 0.2m32)
— 6(1.5m%, +0.5m3,)|may — 0.5] + (ma — 0.5)*|mp — 0.5| € H'\H?.

2. up(P) = exp(my2). In this case,
H(P) = exp(ma)(1 4+ 0.2m3 — 0.3m12 + 2may — 0.5m%, — 1.5m},) € C.

The equation is solved using the Galerkin method (4.12). The Wigner coefficients of f is
computed using the SOFT package. The error in the L>-norm is plotted vs. N in Fig. 1 (top).
For f = fi, since u; and fi are not smooth, we observe a convergence rate of N>, while
for f = f>, an exponential convergence is observed since both u3 and f; are smooth. One
can check that the convergence rate is consistent with Theorem 4.4.

5.2 Parabolic Equation

In polymer physics, the Eq. (4.18) is able to describe the chain propagator, the core of the
statistical mechanics of the polymer chain, of helical chains [23] and worm-like chains on
spherical surface [13,14]. In what follows, we examine the equation below,

u; — ayL3u + b3 Lau + W(P)u = 0. (5.2)
We first give an example with exact solution to verify the accuracy in time. Then we present

another example illustrating how to compute physical quantities from the propagator.

5.2.1 Accuracy Test

Here we choose a; = 1, b3 = 0.2, and let
W(P) = —m +m§2 +02mpp + 1.
The initial condition is given by
u(P,0) = exp(moy).
Then the exact solution is

u(P,t) = exp(—t + ma).
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Fig. 1 Errors in the L2-norm. Top spatial discretization error for the elliptic equation. N is plotted in linear
scale (left) and in logarithmic scale (right), respectively. In these two graphs, the dashed lines are a reference
curve CN 3. Bottom time discretization error for the parabolic equation

Since the solution is smooth in space, we choose N = 16 so that the spatial error can be
ignored and we concentrate on the accuracy in time. The equation is solved till # = 1 using
and the leapfrog scheme (4.19) and a first-order backward-Euler implicit scheme. To compute
W (P)u(P),we use the standard transform (i.e., pseudo-spectral) method [7]. The transforms
are also computed using the SOFT package. We compute the error in L?-norm at ¢ = 1, and
plot it as a function of t in Fig. 1 (bottom). It clearly shows that the leapfrog scheme is
second-order, compared with the first-order implicit scheme.

5.3 A Physical Example

We consider a worm-like chain on the spherical surface. We will briefly describe the problem
below and refer to [13,14] for more detailed derivation. We also refer to [5] for a general
interpretation of the models for polymer chains.

Suppose that the chain has the length /. The arc length parameter s € [0, /], referred to as
contour length, is used to represent the location of a monomer on the chain. The configuration
of the chain is represented by a functionr(s) € S 2(R), describing the location of the monomer
s on the sphere of the diameter R. The direction of the monomer s is given by the unit tangent
vector u = dr /ds. The problem can be non-dimensionalized such that we may assume R = 1
and s € [0, 1].

The Eq. (5.2) of the chain propagator « is derived from the total energy of the worm-like
chain, consisting of two parts. In this case, the contour length s is recognized as the time
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t in (5.2). The first part is the bending energy of the chain, reflected by —a; L% + b3L3 in
(5.2); the second part is contributed by the monomers in the external field W. Both parts are
related to the position r and the direction u. For this reason, the propagator is a function of
t = s and the pair (r, u). Since the chain is on the spherical surface, the tangent vector u
must be vertical to r. Thus the pair (r, u) is equivalent to an element in P € SO (3) if we let
r = m(P) and u = m,(P). The parameter b3 = [/R is the ratio of the chain length over
the radius of the sphere, and a; = 1/2A is the bending constant of the chain.

The fundamental quantity is the density p(r, u) = p(P) of monomers at the position
r with the direction u. It is calculated from the propagator u(P) and the complementary
propagator u.(P,t), i.e. the propagator starting from the other end of the chain, which
satisfies

(ue)r — alL%uc —bsLsu. + W(PJ)u, =0, J =diag(l,—1,—1). (5.3)

The initial condition of (5.2) and (5.3) shall be u(P, 0) = u.(P,0) = 1.
With u(P) and u.(P), the number density of monomers at contour s is given by

p(P,s) xu(P,s)u.(P,1—ys). 5.4

Hence the number density of monomers, regardless of the contour length, is given by

1 1
p(P) x / ds p(P,s) = / dsu(P,s)u.(P,1—ys). (5.5)
0 0
The normalization constant is given by
Z= /dP u(P,1) = /dP u(P,s)u.(P,1—ys), Vsel0,]l]. (5.6)
Thus
—1 1
p(P) = (/ dPu(P, 1)) / dsu(P, s)u.(P,1—1s). 5.7
0

We choose a; = 0.3, b3 = 0.8, and

W(P) = —3sin* Bcos®(y — B) = —3(m31y/1 —m?, —m11)>. (5.8)

The discretization parameters are chosen as At = 0.05 and N = 16. At each point on the
spherical surface, we compute the number density p(m;) of monomers regardless of the
direction u, and the second-order tensor Q (m) describing the orientation,

-1
p(my) =<27T/dP /O(P)> /d)’ p(P), (5.9)
-1 2 1 .
Q(m )=</dy p(P)) /dy (COS Y2 Cf)s”sm”)p(l)). (5.10)
! cosysiny sin®y — %

The principal eigenvector r; of Q represents the direction along which the monomers accu-
mulate. The corresponding eigenvalue describes how much they accumulate near n;.

Since W depends only on m ;, we know that p(m) and p(m) are functions of m;.
Suppose the two polars are chosen as (£1, 0, 0) and the longitudes are connecting the two
polars. We plot in Fig. 2 the number density p(m), the principal eigenvalue A{, and the
angle 0 between n; and the longitudinal line. We can see that under the field (5.8), more
monomers appear at low latitudes. Also they accumulate more along n at low latitudes. The
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Fig. 2 Top the number density. Bottom left the principal eigenvalue of Q. Bottom right the angle between the
principal eigenvector and the longitudinal line

principal eigenvector n; is vertical to the longitudinal line at zero latitude, and turns toward
the longitudinal line when the longitude grows.

In the self-consistent field theory for polymer, the free energy can be written as a functional
of W. Minimizing the free energy gives another equation about W and p, forming a closed
system together with (5.2), (5.3), and (5.7). When solving the system, the iterating procedure
below is followed:

1. Solve the propagators u and u, from (5.2) and (5.3) for a given field W.
2. Compute from u the density function p using (5.7).
3. Update the field W from p.

The above procedure is repeated until convergence, which is done in Liang et al. [14]. In
every single iteration step, we need to solve (5.2) and (5.3). The accuracy and efficiency is
crucial to finding the self-consistent solutions.

6 Concluding Remark

Just as spherical harmonic functions are the natural basis for functions on the sphere, Wigner
D-matrix forms a natural basis for functions on SO(3). We established in this paper basic
approximation results of Wigner D-matrix on SO(3), and showed that they enjoy typical
spectral-type of approximation properties. We then developed efficient numerical methods
for solving elliptic equations and parabolic equation on SO(3), proved optimal error estimates
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and present numerical results to validate the numerical algorithms and error estimates. To
the best of our knowledge, this is a first paper on the numerical analysis of Wigner D-matrix
which plays important role in quantum mechanics and in modeling of liquid crystals and
polymers.

The approximation results and basic algorithms presented in this paper will be useful in
using Wigner D-matrix for other PDEs on SO(3), particularly those arising from quantum
mechanics and in liquid crystal polymers. Indeed, we aim to use the results presented here
to approximate Smoluchowski equations of liquid crystals.
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