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6.11 Moving-Average Filters with Prescribed Moments. The predictive FIR filter of Eq. (6.16.3) has
lag equal to n = —7 by design. Show that its second moment is not independently specified
but is given by,

N-1
- . 1
n? = Znih(n):—g(N—l)(N—uGT) (6.25.5)
n=0
The construction of the predictive filters (6.16.3) can be generalized to allow arbitrary spec-

ification of the first and second moments, that is, the problem is to design a length-N FIR
filter with the prescribed moments,

N-1 Na1 Na1
n=> h(n)=1, n'=> nh(n)=-1;, n2= > n*h(n)=1, (6.25.6)
n=0 n=0 n=0

Show that such filter is given by an expression of the form,
h(n)=co+cin+cn®>, n=0,1,...,N—1

where the coefficients cg, c1, c> are the solutions of the linear system,

So S1 Sy Ao 1
S1 S 853 A [ =] -T1
SZ 53 54 /\2 T2
where
N-1
Sp=>n", p=0,1,2,3,4
n=0

Then, show that the S}, are given explicitly by,

So=N, SlzéN(Nfl), SzzéN(Nfl)(ZNfl)
1

S3 = iNZ(N -1)?2, S3= %N(N— 1) (2N —1) (3BN?2 -3N - 1)
and that the coefficients are given by,

_ 3(3N2—=3N +2)+18(2N —1)T; + 3072

= NN+ (N+2)

o _ 1BN-D(N-2)2N-1)+12(2N -~ 1) (8N = 11)T, + 180(N - )T,
te N(N2-1) (N2 —4)

o, 300N~ 1) (N —2) +180(N - 1), + 180T,

L=

N(N2—-1)(N2-4)
Finally, show that the condition ¢, = 0 recovers the predictive FIR case of Eq. (6.16.3) with
second moment given by Eq. (6.25.5).

6.12 Consider the Butterworth filter of Eq. (6.20.2). Show that the lag of the first-order section

and the lag of the ith second-order section are given by,

1 _ cos 0
A=
20 Q

ny = , 1=1,2,...,K

Using these results, prove Eq. (6.20.8) for the full lag 17, and show that it is valid for both
even and odd filter orders M.

7

Smoothing Splines

7.1 Interpolation versus Smoothing

Besides their extensive use in drafting and computer graphics, splines have many other
applications. A large online bibliography can be found in [350]. A small subset of
references on interpolating and smoothing splines and their applications is [351-404].

We recall from Sec. 4.2 that the minimum-R; filters had the property of maximizing
the smoothness of the filtered output signal by minimizing the mean-square value of
the s-differenced output, that is, the quantity E[ (V$Xy)?] in the notation of Eq. (4.2.11).
Because of their finite span, minimum-Rj filters belong to the class of local smoothing
methods. Smoothing splines are global methods in the sense that their design criterion
involves the entire data signal to be smoothed, but their objective is similar, that is, to
maximize smoothness.

We assume an observation model of the form y (t)= x(t)+Vv(t), where x(t) is a
smooth trend to be estimated on the basis of N noisy observations y,, = y (t,;) measured

at N time instants t,, forn =0,1,...,N — 1, as shown below.
Yo
b YN-1
YN-2
IJ’] ... {
ta 1l T T VIS VNI /9

The times t,, called the knots, are not necessarily equally-spaced, but are in increas-
ing order and are assumed to lie within a slightly larger interval [t,, tp], that is,

tla<lpy<ti<tr<---<tn_1 <ty

A smoothing spline fits a continuous function x (t), taken to be the estimate of the
underlying smooth trend, by solving the optimization problem:

N-1 . ty .
T=> Walyn—x(ta))* + AI [x® (t)]°dt = min (7.1.1)
n=0 la

where x) (t) denotes the s-th derivative of x (t), A is a positive “smoothing parameter,”
and w, are given non-negative weights.

315



316 7. Smoothing Splines

The performance index strikes a balance between interpolation and smoothing. The
first term attempts to interpolate the data by x(t), while the second attempts to min-
imize the roughness or maximize the smoothness of x(t). The balance between the
two terms is controlled by the parameter A; larger A increases smoothing, smaller A
interpolates the data more closely.

Schoenberg [357] has shown that the solution to the problem (7.1.1) is a so-called
natural smoothing spline of polynomial order 2s—1, that is, x(t) has 2s—2 continuous
derivatives, it is a polynomial of degree 2s—1 within each subinterval (tj,t,+1), for
n=0,1,...,N — 2, and it is a polynomial of order s—1 within the end subintervals
[ta,to) and (tn-1,1p].

For discrete-time sampled data, the problem was originally posed and solved for
special cases of s by Thiele, Bohlmann, Whittaker, and Henderson [405-412], and is
referred to as Whittaker-Henderson smoothing. We will consider it in Sec. 8.1. In this
case, the performance index becomes:

N-1 N-1
JT=> Wi (Vn = Xn)® + A > [V5xn]® = min (7.1.2)
n=0 n=s

In this chapter, we concentrate on the case s = 2 for the problem (7.1.1), but allow
an arbitrary s for problem (7.1.2). For s = 2, the performance index (7.1.1) reads:

N-1 ty
J=> Wn(yn—x(tn))2+/\J [%(0)]°dt = min (7.1.3)
n=0 ta

Eq. (7.1.3) will be minimized under the assumption that the desired x (t) and its first
and second derivatives X (t), X (t) are continuous over [tg,tp].

In the next section we solve the problem from a variational point of view and derive
the solution as a natural cubic spline.

7.2 Variational Approach

We begin with a short review of variational calculus [354]. Consider first a Lagrangian
L(x, %) that depends on a function x (t) and its first derivative X (¢).

A prototypical variational problem is to find the function x(t) that maximizes or
minimizes the “action” functional:

)
Jx)= ! L(x,%)dt = extremum (7.2.1)
ta

The optimum function x (t) is found by solving the Euler-Lagrange equation for (7.2.1):

oL d oL

e e, 7.2.2
ox dt ox ( )
This can be derived as follows. Consider a small deviation from the optimum solu-

tion, X (t) — x(t) +0x(t). Then, the corresponding first-order variation of the functional

L can also have an explicit dependence on t, but we suppress it in the notation.

7.2. Variational Approach 317

(7.2.1) will be:

0T =TJ(x+6x)-T(x)= J:b [L(x+ 6x,% + 6%)—L(x, %) ]dt
- J: [Z—féx+ Z—f_jax] dt = J: [Z—fjéx— (%>,5x+ (%6)()1 dt

where we used the differential identity*

oL AL . oLy’
(aéx) = §6x+ (a) ox (7.2.3)

Integrating the last term in 6.7, we obtain:

broL doL oL oL
6j— J{a [a — Ea] oxdt + a(;x " - aéx . (7.2.4)
The boundary terms can be removed by assuming the condition:
%& - %M =0 (7.2.5)
ox ty ox ta
It follows that wror 4 or
b
6j: . I:a - Ea] oxdt (726)
which defines the functional derivative of J(X):
0F 0L _doL (7.2.7)

ox  0x  dt ox

The Euler-Lagrange equation (7.2.2) is obtained by requiring the vanishing of the
functional derivative, or the vanishing of the first-order variation 6.7 around the opti-
mum solution for any choice of dx subject to (7.2.5).

The boundary condition (7.2.5) can be achieved in a number of ways. The typical
one is to assume that the variation dx (t) vanish at the endpoints, dx(t;)= 6x(tp)= 0.
Alternatively, if no restrictions are to be made on 6x(t), then one must assume the
so-called natural boundary conditions [354]:

or
ox

o

LTk =0 (7.2.8)

tp

A mixed case is also possible in which at one end one assumes the vanishing of 6x
and at the other end, the vanishing of 0.L/0x.

The above results can be extended to the case when the Lagrangian is also a function
of the second derivative %, that is, £ (x, X, X). Using Eq. (7.2.3) and the identity,

oL . (oL .. (ocy .\ oLy’
§5X— (a(sx—(a) 6X> +<a) 6X

#primes and dots denote differentiation with respect to t.
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the first-order variation of 7 becomes

t
5T = T(x + 5x) -J(x) = J "LL(x + 8% X+ 6%, %+ 6%) —L (% %, %) ]dt

ta

braL oL .. oL _. WloL doL d*>oL
= J;a I:a X + géXJr aéx] dt = Ita [& — Ea + ﬁa} oxdt
oL d oL boooL ™
(5%~ aron) o, * 5x%.,
To eliminate the boundary terms, we must assume that
oL d oL booaL |
(a*aa) X taJr aéx tafo (7.2.9)

Then, the first-order variation and functional derivative of 7 become:

WloL doL d*>oL 8J oL doL d*oL
07 = f [a Tdrox t ﬁﬁ}ém' ox ~ ox dtox Taeox 7210
Their vanishing leads to the Euler-Lagrange equation for this case:
2
oL doL  d° oL _ 7.2.11)

ox dtox Tdeox
subject to the condition (7.2.9). In the spline problem, because the endpoints tg, tp
lie slightly outside the knot range, we do not want to impose any restrictions on the
values of 6x and 0x there. Therefore, to satisfy (7.2.9), we will assume the four natural
boundary conditions:

oL doL oL oL doL oL
ox “dtoxl, O oxly % ox dtoxly 0 axl, 0 P
The spline problem (7.1.3) can be put in a variational form as follows,
N-1 5 ty > ty
T= > wnlyn—x(ty)) +2\J [%(1)] dt=J Ldt = min (7.2.13)
n=0 ta la
where the Lagrangian depends only on x and X,
N-1
L= wnlyn—x(0)8(t —ty) + A[R(D]° (7.2.14)
n=0

The Euler-Lagrange equation (7.2.11) then reads:

oL doL d®ocC Nt
a—aﬁ-rﬁﬁ——Zan(yn—x(t))é(t—tn)+27\x(t)—0, or,

n=0

N-1
RKO=2"1> walyn—x(ta)) S (t — ty) (7.2.15)
n=0

where we replaced (y, —x(t))8(t —ty,) by (yn —x(ty)) 8 (t —ty,) in the right-hand side.
The natural boundary conditions (7.2.12) become:

X(ta)=0, X(tz)=0, X(tp)=0, X(tp)=0 (7.2.16)
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7.3 Natural Cubic Smoothing Splines

Eq. (7.2.15) implies that X (t)= 0 for all t except at the knot times t,,. This means
that x(t) must be a cubic polynomial in t. Within each knot interval [ty, ty+1], for
n=0,1,...,N-2,and within the end-point intervals [t,, to] and [tN_1, tp ], the function
x(t) must be a cubic polynomial, albeit with different coefficients in each interval.

Specifically, the boundary conditions (7.2.16) imply that within [t,, tg] and [tn-1, tp],
the third-degree polynomials must actually be polynomials of first-degree. Thus, x(t)
will have the form:

pa(=a,+b(t—-1ta), lag<t<t

x(t)= pn(t):an+bn(t—tn)+%cn(t—t,,)%éd,,(t—t,,)3, th <t <tpy (7.3.1)

pn-1(D)=an-1 +bn_1 (t —tn-1), IN-1 ST
where n = 0,1,...,N-2 for the interval [t;, t,;+1], and we have referred the time origin
to the left end of each subinterval. We note that a, = x(t,)= pn(tn), bn = Pn(tn),
Cn =Pn(ty),and d, = Pn(tn), forn =0,1,...,N—1. The a, are the smoothed values.
The polynomial pieces join continuously at the knots. The term “natural” cubic
spline refers to the property that x(t) is a linear function of t outside the knot range,
and consists of cubic polynomial pieces that are continuous and have continuous first
and second derivatives at the knot times. Fig. 7.3.1 illustrates the case of N = 5 and the
numbering convention that we follow.

e = noisy data
o = smoothed

Fig. 7.3.1 Smoothing with natural cubic splines.

Although x(t), x(t), X(t) are continuous at the knots, Eq. (7.2.15) implies that the
third derivatives X (t) must be discontinuous. Indeed, integrating (7.2.15) around the
interval [t, — €,t, + €] and taking the limit € — 0, we obtain the N discontinuity
conditions:

X(th) s —X(tp)-=A"'wpyp—an), n=0,1,...,N—-1 (7.3.2)

where X (t,;) « = lim¢_.o X (t, =€), and a, = x(t,). Expressed in terms of the polynomial
pieces, the continuity and discontinuity conditions can be stated as follows:
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pn(ty)=pn-1(ty), n=0,1,...,N—-1

Pn(tn) = Pn-1(tn)

. N (7.3.3)
Pn(tn) = Pn-1(tn)

.ﬁn (tn) _.ﬁn—l (th) = )\7an (Yn — an)

These provide 4N equations. The number of unknown coefficients is also 4N. In-
deed, there are N—1 strictly cubic polynomials plus the two linear polynomials at the
ends, thus, the total number of coefficients is 4 (N — 1) +2 - 2 = 4N.

In solving these equations, we follow Reinsch’s procedure [358] that eliminates b, dp,
in favor of a,, c,. We begin by applying the continuity conditions (7.3.3) at t = t,

ap=a-1+b_1(to—tg)
by =b_;
(7.3.4)
co=0
do = A" wo (yo — ao)

where in the last two we used c_; = d_; = 0. From the first two, it follows that the
left-most polynomial can be referred to time origin ty and written alternatively as,

p1(O=a-1 +b_1(t —ta)=ao + bo(t —ty) (7.3.5)

Forn =1,2,...,N — 1, defining h,,—; = t, — ty—1, conditions (7.3.3) read:

1 1
an = dp-1 + bn—lhn—l + ECn,lhE,,I + Bd”lflh;’,{fl

1
by =bp_y + cnothp-y + —dn_1h%_
n n=1+ Cn-1fin-1 + S dn-1p (7.3.6)
Cn =Cn-1 +dn-1hn-1

dp—dp-1 = A71Wn (Yn — an)

Since cy-1 = dn-1 = 0, we have atn = N — 1:

1 1
an-1 = dN-2 + bn_ohn_» + ECNfzh%\/_z + édethS\/_z

1
by1 =bN2+cno2hy 2+ §dN72h?\/72

0=cN2+dn-2hN2

0—dn-2=A""wn_1(yn-1 — an-1)
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Using the third into the first two equations, we may rewrite them as,
1 2
an-1 = an-2 + by2hny-2 + §CN—2hN72

1
bn-1 =bn-2 + ECN—ZhN—Z

(7.3.7)
cN-2 = —dy-2hn-»
dn-2 = =2 'wy_1 (YN-1 — an-1)
From the third of Eq. (7.3.6), we have
dpoy ="t 12, N—1 (7.3.8)
hn—l
In particular, we obtainatn =1 andn =N — 1,
Cc1—C c _
do="""2="1 =2 wy(yo — ao)
ho hg
c e c (7.3.9)
—dyp = - NEL T EN=2  INZ2 Ay (U1 — an-1)
hy_» hy_»

where we used Egs. (7.3.4) and (7.3.7). Inserting Eq. (7.3.8) into the last of (7.3.6), we
obtain forn =1,2,...,N — 2:

Cpnt1 — C Cn — Cn—
dp—dpq = —on 2 2 onel 3=y (yn — an) (7.3.10)
hn hn-1
Thus, combining these with (7.3.9), we obtain an Nx (N—-2) tridiagonal system of
equations that relates the (N—2)-dimensional vector ¢ = [cy,C2,...,cn_2]T to the N-
dimensional vector a = [ag, d1,...,an—_1]1":

c
L= A"wo (v — ao)

ho
1 1 1 1
——Cpoq — +—)en+ —cCpsr =A71 —a n=1,2,...,N-2
h, . n-1 (hn—l hn> n h, n+1 Wn (Vn n), y &y ,
CN-
hN—Z =A"'wao (Pv-1 —an-r)
N-2
(7.3.11)
where we must use ¢y = cy—1 = 0. These may be written in a matrix form by defining
the vector y = [yo,1,...,¥~N-1]T and weight matrix W = diag([wo, W1,...,Wn-11),
Qc=A"'"W(y-a) (7.3.12)
The NX (N-2) tridiagonal matrix Q has non-zero matrix elements:
1 1 1 1
- , - _ + =, = — 7.3.13
Qn 1,n hn—l Qn,n (hn—l hn ) Qn+1,n hn ( )
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forn =1,2,...,N—2. We note that the matrix elements Q,; were assumed to be indexed
suchthat0 <n <N —-1land 1 <1i < N — 2. Next, we determine another relationship
between a, and c,. Substituting Eq. (7.3.8) into the first and second of (7.3.6), we obtain:

1
an — dp-1 = bnflhnfl + 6 (cn + 2Cn71)hi_1 , n=1,2,...,N—-1

1 (7.3.14)
bn - bn—l = E(Cn + Cn—l)hn—l
The first of these can be solved for b,_; in terms of ay:
—dn- 1
by =49l o, Dhpe, n=1,2,...,N—1
hyq 6
1 (7.3.15)
a —-a
by =0~ (et +2¢0)hn, n=0,1,...,N—2
hy, 6

Substituting these into the second of (7.3.14), we obtain forn = 1,2,...,N — 2:

1 1 1 1 1 1 1
man—l - (}11771 + E) an + Ean+l = ghn—lcn—l + g(hn—l +hp)cn + ghncn+1
(7.3.16)

This an (N—2)xN tridiagonal system with the transposed of Q appearing on the
left, and the following (N—2) x (N—2) symmetric tridiagonal matrix on the right,

1
Tyun = - (hpo1 + hp), l<n<N-2

; 1 (7.3.17)
Thniin = Thne = éh”' l<n<N-3

Thus, the system (7.3.16) can be written compactly as,
QTa=Tc (7.3.18)

To summarize, the optimal coefficients a, ¢ are coupled by

QTa=Tc

Oc - A Wiy —a) (7.3.19)

To clarify the nature of the matrices Q, T, consider the case N = 6 with data vector
v = [Vo,V1,¥2,¥3, V4, ¥s51 1. The matrix equations (7.3.19) read explicitly,

do
hy! —(hgt + hyh) hit 0 0 0 7|a
0 hit —(hyt+hyt) hy! 0 0 ||az
0 0 hy! —(hy! + h3!) h3! 0 ||as
0 0 0 h3! —(h3' +hyY) hi'l|ag
as

2(”10 + hl) hl 0 0 Cq

1 h, 2(hy + hy) h» 0 Co

6 0 h; 2(hz + h3) h3 C3

0 0 hs 2(h3 + hy) Cq
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h61 0 0 0 Wo()/() —ao)
—(hg' +hihH hi! 0 0 wi(y1 —ay)
hy! —(h7t + hyh) h;! 0 Wo (o — as)

0 hy! —(hy" +h3h) h3! ws(y3 —az)

0 0 hgl —(hgl +h;1) W4(y_1 —day)

0 0 0 hy! ws(ys — as)

In order to have a non-trivial vector ¢, we will assume that N > 3. Egs. (7.3.19) can
be solved in a straightforward way. Since T is square and invertible, we may solve the
first for ¢ = T-'QTa and substitute into the second,

QT 'QTa=A""W(y—-a) = W+AQT'QT)a=Wy or,

a= (W+AQT'Q")'wy (7.3.20)

so that the filtering (the so-called “hat”) matrix for the smoothing operation a = Hy is
H=W+AQT'QT)'w (7.3.21)

Although both Q and T are banded matrices with bandwidth three, the inverse 7!
is not banded and neither is (W + AQT'QT). Therefore, the indicated matrix inverse
is computationally expensive, requiring O (N?) operations. However, there is an alter-
native algorithm due to Reinsch [358] that reduces the computational cost to O(N)
operations. From the second of (7.3.19), we have after multiplying it by QT W1,

AW lQc=y-a = AQTW'Qc=QTy-QTa=QTy-Tc
which may be solved for ¢
(T+AQ"W'Qe=Q"y = c¢=(T+AQ"W'Q)'Q"y

where now because W is diagonal, the matrix R = T + AQTW~1Q is banded with band-
width five, and therefore it can be inverted in O (N) operations. This leads to Reinsch’s
efficient computational algorithm:

R=T+AQTw1'Q
c=R1QTy (7.3.22)
a=y-AW"1lQc

This implies an alternative expression for the matrix H. Eliminating ¢, we have,
a=y-AW'QR'QTy = a=(I-AW'QR'QT)y, or,

H=I-AWTQR'QT =1 -AW'Q(T + AQTW'Q)~'QT (7.3.23)

The equivalence of Egs. (7.3.21) and (7.3.23) follows from the matrix inversion lemma.
Once the polynomial coefficients ¢ = [c1,C2,...,cn-2]1T and a = [ag, a1,...,an-117
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have been computed, the b, and d, coefficients can be obtained from Egs. (7.3.8) and
(7.3.14), and (7.3.7), with ¢y = cy-1 = 0,

Cn+1 — Cn
dy= ———

, n=0,1,...,N—-2, and dy-1 =0
hy,

by = dn+1 — dn

1
h —g(cn+1+2cn)hn, n=0,1,...,.N=-2 (7.3.24)
n

1
bn-o1 =bny2+ ECN—ZhN—Z

Egs. (7.3.22) and (7.3.24) provide the complete solution for the coefficients for all the
polynomial pieces. We note two particular limits of the solution. For A = 0, Eq. (7.3.22)
gives R = T and

c=T"'QTy, a=y (7.3.25)

Thus, the smoothing spline interpolates the data, that is, x(t,) = a, = y,. Interpo-
lating splines are widely used in image processing and graphics applications.
For A — oo, the solution corresponds to fitting a straight line to the entire data set.
In this case, Eq. (7.3.23) has a well-defined limit,
H=I-AW1'Q(T+AQTw Q) 'QT - 1-w1'QQ™w'Q)'QT  (7.3.26)
and Egs. (7.3.22) become:
c=0, a=y-wlo@'w'Q)'Q'y (7.3.27)

Since ¢ = 0, Egs. (7.3.24) imply that d,, = 0, therefore, the polynomial pieces pj, (t)
are first-order polynomials, and we also have b,, = (an+1 — an) /h,. The vector a lies in
the null space of Q7. Indeed, multiplying by Q7, we have from (7.3.27),

Q'a=Q'y-@@'w'Q'w'e)'Q'y=Q"'y-Q'y=0
Component-wise this means that the slopes by, of the p, (t) polynomials are the same,

a —-a an — an-

(QTa),= "= _En Bl by — by =0 (7.3.28)

hn hp-1

Thus, the polynomials pj, (t) represent pieces of the same straight line. Indeed,
setting b, = B, and using a, = a,-1 + fh,_1, we obtain,

Pn (t): ap + B(t - tn)= dp-1 + Bhn—l + B(t - tn)= ap-1 + B(t - tn—l)z Pn-1 (t)
This line corresponds to a weighted least-squares straight-line fit through the data
Vn, that is, fitting a polynomial p (t) = « + Bt to

N-1
T=> Wanyn—ptn)* = (y =9 "W(y — )= min
n=0

Itis easily verified that the coefficients and fitted values y = [p (to),p(t1),...,p(tn)] T
are given by

[ ‘g ] = (STws)'sTwy, v=SESTws) 'sTwy (7.3.29)
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where § is the N X2 polynomial basis matrix defined by

T
S= 7.3.30
[fo tp -+ INa ] ( )

The fitted values y are exactly equal to those of (7.3.27), as can be verified using the
following projection matrix identity, which can be proved using the property Q7S = 0,

wlQQTW Q) 'QT + s(STWS) 'STw =1 (7.3.31)

7.4 Optimality of Natural Splines

The smoothing spline solution just derived is not only an extremum of the performance
index (7.1.3), but also a minimum. To show this, consider a deviation from the optimum
solution, x (t) +f (t), where x(t) is the solution (7.3.1) and f (t) an arbitrary twice dif-
ferentiable function. Then, we must show that J(x + ) > J(x). Noting that a,, = x(t,,)
and denoting f,, = f (t,) , we have,

N-1 ty B
TXAL) =S Wan —@n — fa)2+A L [x() +f (1) ]%dt

n=0
N-1 th

TM = 3 walyn = an? A | [k de
n=0 a

and by subtracting,

N-1 W
TAD TN = S Walf2 —2(vn — an)ful +AL [F (024250 (0 ]dt
n=0 a

N-1 . N-1 ty .
= ZanﬁJr?\J f(t)zdt—zan()/n—an)fn"'ZAJ X(Of (t) dt
ta oy ta

n=0

The first two terms are non-negative. Therefore, the desired result 7(x + ) > J(x)
would follow if we can show that the last two terms that are linear in f cancel each
other. Indeed, this follows from the optimality conditions (7.3.3). Splitting the integra-
tion range as a sum over the subintervals, and replacing X (t) by p,(t) over the nth
subinterval, we have,

ty

ty . to . N=2 tny . ..
|"soiwac=["pawfoas S [T pwfodc [1 v of oa
a n=0

a tn N1
N2 tne1 ; .
= go Ln [(Pn(t)f(t)) - Dn(t)f(t)] dt

where we dropped the first an last integrals because p—; (t) and py—; (1) are linear and
have vanishing second derivatives, and used the identity p,f = (Pnf)’ —Pnf. The first
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term is a complete derivative and can be integrated simply. In the second term, we may
use P, (t) = d, over the nth subinterval to obtain,

t o . . N-2 th+1 .
L ROF () dt = pn-a (ty-1)f (tn-1) —Po (1) f () — > L dnf () dt

“ n=0 ™"

} . N-2
= Pn—2 (tn=1) f (tn=1) —Po (t0) f (to) = > dn (Fns1 — fn)

n=0
From the continuity at t = ty and t = ty—_1, we have py_2 (tny-1)= Pn-1(tn-1)= 0
and po (to) = p_1 (to) = 0. Thus, we find,

N-2

ty - N-2
L KOFOdt == dn(fars — )= dofo+ S (dn — dn-1)fn — dx—2fx-1
a n=0 n=1

Using Egs. (7.3.4), (7.3.6), and (7.3.7), we obtain

ty . N-1
[“xoF0de =21 wa v - anfe

la n=0
Thus, these two terms cancel in the difference of the performance indices,

N-1

.,
Jx+)-Tx)= > wnfa+2 L f(t)2dt (7.4.1)

n=0

Hence, J(x + )= J(x), with equality achieved when f (t)= 0 and fn = f(tn)= 0,
which imply that f (t) = 0.

Although we showed that the interpolating spline case corresponds to the special
case A = 0, it is worth looking at its optimality properties from a variational point of
view. Simply setting A = 0 into the performance index (7.1.3) is not useful because it
only implies the interpolation property x(t,)= y,. An alternative point of view is to
consider the following constrained variational problem:

ty
J=| [%®)]°dt = min
ta

(7.4.2)
subject to x(ty)=yn, n=0,1,...,N—-1
The constraints can be incorporated using a set of Lagrange multipliers u,,
N-1 t ,
J= Z 2un (Yn — x(ty)) + J [%(t)]°dt = min (7.4.3)
n=0 ta
The corresponding effective Lagrangian is,
N-1 ,
L= 2Up(yn—x(0)S(t = ta) +[%(1)] (7.4.4)
n=0
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The Euler-Lagrange equation (7.2.11) then gives,

N-1
X(O)= D> und(t—tn) (7.4.5)
n=0

which is to be solved subject to the same natural boundary conditions as (7.2.16),
X(ta)=0, X(ta)=0, X(tp)=0, X(tp)=0 (7.4.6)

This is identical to the smoothing spline case with the replacement of A~ (y,, — an)
by un, or, vectorially A=W (y — a) — u. Therefore, the solution will be a natural spline
with Eq. (7.3.19) replaced by

Q'y=Tc, Qc=u

which is the same as the A = 0 smoothing spline case. Thus, the interpolating spline
solution is defined by a = y and ¢ = T~'QTy, with the equation Qc = p fixing the
Lagrange multiplier vector.

7.5 Generalized Cross Validation

The cross-validation and generalized cross-validation criteria are popular ways of choos-
ing the smoothing parameter A. We encountered these criteria in sections 4.5 and 5.2.

The cross-validation criterion selects the A that minimizes the weighted sum of
squared errors [352]:

N-1
CV(A)= % > wilyi—aj)?=min (7.5.1)
i=0

where a; is the estimate of the sample y; obtained by deleting the ith observation y; and

basing the spline smoothing on the remaining observations. As was the case in Sec. 5.2,
we may show that

__Yi—ai

g = AT Y

ViAo TH i

where H;; is the ith diagonal element of the filtering matrix H of the smoothing problem

with the observation y; included, and a;, the corresponding estimate of y;. Thus, the

CV index can be expressed as:

(7.5.2)

1 N-1 1 N-1 Vi — a; 2
V= LS wiy —ar)2= L <;> — mi 7.5.3
(A) Ng(:)wl(yl a;) Ni;)w, 1 - Hy min ( )

The generalized cross-validation criterion replaces H;; by its average over i, that is,

- _g:\?2
GCVA) = — > w (y' ‘31) —min, H=— > Hj = %tr(H) (7.5.4)

The GCV can be evaluated efficiently with O (N) operations for each value of A using
the algorithm of [377]. Noting that 1 - H = (N —tr(H))/N = tr(I— H) /N, and defining
e=y—a= (I — H)y, the GCV can be written in a slightly different form,
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N1, (v: — g:)2 T
lGCV(A): 21:0 wi (Vi gl) _ e’ We > = min
N [tr(I - H)] [tr(I - H)]
To show Eq. (7.5.2), consider the index (7.1.3) with the i-th observation y; deleted:

(7.5.5)

N-1 t
T-= > Wa(Vn —x(tn))* +A b[;’é(t)]zdt=min (7.5.6)

n=0 la

n#i

The i-th term can be included provided we attach zero weight to it, that is, we may
define w;, = wy, if n # i, and w; = 0:

N-1 ¢
To= > Wy (vn—x(tn)* + A ’ [%(t)]°dt = min (7.5.7)
n=0 la

It follows from Eq. (7.3.20) that the optimum solutions with and without the i obser-
vation are given by

a=Hy=F Wy, F=W+AQT'QT

a=H y=F'W.y, F.=W_+AQT'QT (7.5.8)

where W_ is the diagonal matrix of the w,,. Defining the i-th unit vector that has one in
its i-th slot, u; = [0,...,0,1,0,...,0]7, then W_ is related to the original W by

W_=W-wiuu/ = F_=F—wuul
It follows from Eq. (7.5.8) that,
Faa=W.y = (F-wuula = (W -wuu))y
Noting that y; = ul-Ty and a; = uiTa‘, we have after multiplying by F~!,
a —wiFluya =a-wiFluyy; = a-a =wFlu(y;—a;)
Multiplying by u/ and noting that H;; = u! Hu; = u] F~*Wu; = (u] F~1u;) w;, we find,
ai—a; =Hii(yi—a;) (7.5.9)

which is equivalent to (7.5.2). An intuitive interpretation [352] of a™ is that it is obtain-
able by the original filtering matrix H acting on a modified observation vector y* whose
i-th entry has been replaced by the estimated value y;* = a;, and whose other entries
agree with those of y. To show it, we note that Wy™* = W_y + w,-uiyl-*. Then, we have
Fa =Wy = (F-wiuula =Wy*—wmwy = Fa =Wy*—wuw(yf-a;)

Thus, if we choose y* = a; , we have Fa~ = Wy*, which gives a- = F"!Wy* = Hy*.
A similar result was obtained in Sec. 4.5.
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7.6 Repeated Observations

We discussed how to handle repeated observations in local polynomial modeling in
Sec. 5.5, replacing the repeated observations by their averages and using their multi-
plicities to modify the weighting function. A similar procedure can be derived for the
spline smoothing case.

Assuming that at each knot time ¢, there are m, observations, y,; with weights wy;,

i=1,2,...,my, the performance index (7.1.3) may be modified as follows:
N-1mp 5 ty 5
J= z an,—(ym—x(tn)) +2\L [%(t)]°dt = min (7.6.1)
n=0i=1 a

Let us define the weighted-averaged observations and corresponding weights by:

1 mp mp
Yn=—— Z WhiYni, Wn = Z Whi (7.6.2)
Wn o i1

If the weights wy; are unity, y, and w, reduce to ordinary averages and multiplicities.
It is easily verified that 7 can be written in the alternative form:
N-1 p tp
J= Z Wn (Pn — x(l‘n))Z +A . [)'&(t)]zdt + const. = min (7.6.3)
n=0 a
up to a constant that does not depend on the unknown function x (t) to be determined.
Thus, the case of multiple observations may be reduced to an ordinary spline smoothing
problem.

7.7 Equivalent Filter

The filtering equation of a smoothing spline, a = Hy, raises the question of whether it
is possible to view it as an ordinary convolutional filtering operation. Such a viewpoint
indeed arises if we replace the performance index (7.1.3) with the following one, which
assumes the availability of continuous-time observations y (t) for —oco < t < oo,

J= J‘_‘” ly () =x(t) | *dt + A J_oo |%(t) |°dt = min (7.7.1)

The solution can be carried out easily in the frequency domain. Using Parseval’s
identity and denoting the Fourier transforms of y (t),x(t) by Y (w), X (w), and noting
that the transform of % (t) is —w?X (w), we obtain the equivalent criterion,

« d @ d
j:j }Y(w)—X(w)|2—w+AJ 0 X (w) |2 4L = min (7.7.2)
oo 27T o 2T
Setting the functional derivative of ;7 with respect to X* (w) to zero," we obtain the
Euler-Lagrange equation in this case:*
0T
O0X* (w)

TX (w) and its complex conjugate X * (w) are treated as independent variables in Egs. (7.7.2) and (7.7.3).
#The boundary conditions for this variational problem are that X (w) — 0 for w — *co.

= —[Y(w)-X(w)] +Aw? X (w)=0 (7.7.3)
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which leads to the transfer function H (w)= X (w) /Y (w) between the input Y (w) and
the output X (w):

H(w)= (equivalent smoothing filter) (7.7.4)

1
1+ Aw?
Its impulse response (i.e., the inverse Fourier transform) is

a
h(t)= E(s.ina|t| +cosat)e™ @ —oo <t < oo (7.7.5)

where a = (4A) "'/4. The impulse response h(t) is double-sided, and therefore, it
cannot be used in real-time applications. However, it is evident that the filter is a lowpass
filter with a (6-dB) cutoff frequency of wo = A~1/4. Fig. 7.7.1 depicts h(t) and H (w)
for three values of the smoothing parameter, A = 1, A = 1/5,and A = 5.

effective impulse response A(t) effective frequency response H(®)

-10 -5 0 5 10

Fig. 7.7.1 Effective impulse and frequency responses in spline smoothing.

One can also work in the time-domain with similar results. The Euler-Lagrange equa-
tion (7.2.11) leads to,

X(O-y(O+AX1)=0 = x(O)+AX()=y() (7.7.6)

Fourier transforming both sides we obtain (1 + Aw?*) X (w) =Y (w), which leads to
Eq. (7.7.4) by solving for H (w)= X (w) /Y (w).

A similar approach will be used in the Whittaker-Henderson discrete-time case dis-
cussed in Sec. 8.1 The resulting filter is often referred to in the business and finance
literature as the Hodrick-Prescott filter.

Variants of the Whittaker-Henderson approach were first introduced in 1880 by
Thiele [405,406] and in 1899 by Bohlmann [407]. Bohlmann considered and solved both
the discrete- and continuous-time versions of the performance index,

N-1 N-1
T= > n—Xn)2+A D (xn — Xp_1)°= min
n=0 n=1

(7.7.7)
t) t)

J= J ’ ly (0)—x(t) |°dt + /\J ’ |%(t) | *dt = min
tg ta
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In the continuous-time case, the Euler-Lagrange equation, transfer function, and im-
pulse response of the resulting smoothing filter are:

x(O)-Ax(O)=y(@®) = H(oU)=1 !

1
Tiiw: M= —Zﬁe*““ﬁ (7.7.8)

Thiele considered the unequally-spaced knot case and the weighted performance index:

N-1 1 N-1 1
T=> Slm—xtn)]*+ > — [x(tn) —X(ty-1)]° = min (7.7.9)
n=0 On n=1 Wn

It is remarkable that Thiele formulated this problem as a state-space model—to use
modern parlance—and solved it recursively using essentially the Kalman filter and asso-
ciated smoother. Moreover, he showed how to estimate the unknown model parameters
using the EM algorithm. We will be discussing these ideas later on.

7.8 Stochastic Model

Like the exponential smoothing case, spline smoothing can be given a stochastic state-
space model interpretation [397-404]. The spline function solution x(t) of Eq. (7.3.1)
can be regarded as an optimum linear estimate of the underlying stochastic process
based on the N observations {yg, y1,...,Y~N-1} subject to some additional assumptions
on the initial conditions [399].

The state-space model allows the use of Kalman filtering techniques resulting in
efficient computational algorithms, which like the Reinsch algorithm are also O (N). But
in addition, the state-space model allows the estimation of the smoothing parameter.

The basis of such a stochastic model (for the cubic spline case) is the stochastic
differential equation:

X(t)=w(t) (7.8.1)
where w(t) is a zero-mean white-noise process of variance 0"24,, that is, its autocorrela-
tion function is E[w () w(T)] = 02,6 (t — T).

In the observation model y (t) = x(t) +Vv (t), we may assume that v (t) is uncorrelated
with w (t) and is white noise with variance 2. It turns out that the smoothing parameter
can be identified as the ratio A = 02/02. The N actual observed values are y, =
X (ty) +v(ty). Integrating Eq. (7.8.1) over the interval [t,,t], we obtain,

t
x(t) =X(tn)+J w(T)dTt
y (7.8.2)
t
x(t) :x(tn)+(t—t,,)>'<(tn)+J (t—T)w(T)dT
th

The process X (t) is integrated white noise, or a Wiener or Brownian process. The
process X(t) is an integrated Wiener process. We may write these in vector form by
defining the state and noise vectors,

x (1) x(tn) (ot
Xt=|:X(t):|' X":[X(tn)]’ Wz=Ln[ 1 ]W(T)dT (7.8.3)
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and the state transition matrix,
1 t—-1ty
At ty) = [0 1 ] (7.8.4)

Then, Eq. (7.8.2) can be written compactly as
Xt =A(t ty)Xn + W (7.8.5)

The covariance matrix of the noise component w; is:

t ot _
Elww!] = L L [t IT} [t — T/, 1] E[w(T)w(T")] dtdT’

tetle—7 )
J J [ 1 ] [t-7,1]026(T—-T)drdT
tn Jtn

(7.8.6)
1 1
St—tn)? S (t—ty)?
_ 2|3 2
g(t—tn)2 (t—tn)
At t = ty+1, we obtain the state equation,
tns1 1 — T
Xnt1 = A(tne1, th)Xn + Wnyt, Wpep = J 1 w(T)dTt (7.8.7)
[
where, using h,, = tys1 — tp,
1 1
1 h sha oM
A(tpsr, th) = |:0 ln :| y E[wn+1w£+1]= 0'5, (7.8.8)

1
Shh

In terms of the spline coefficients, we have a, = x(t,) and b, = X(t,) att = ty,
and similarly at t = t,,+1. Following [28], we would like to show the following estimation
result. Given the state-vectors X, Xn+1 at the two end points of the interval [t,, ty+1],
the spline function x(t) of (7.3.1), and its derivative X (t), can be regarded as the mean-
square estimates of the state-vector x; based on x,,Xy+1, that is, assuming gaussian
noises, given by the conditional mean,

X = E[X¢|Xn,Xn+1] (7.8.9)

If we orthogonalize x,,.1 with respect to x,, that is, replacing it by the innovations
vector €,41 = Xp+1 — E[Xp+11Xn], then we may use the regression lemma from Chap. 1
to write (7.8.9) in the form:

X = E[xX¢|Xn, Xn+1]1= E[X¢[%n] +2xt5n+12;n1+15n+1£n+1 (7.8.10)
We have from Eq. (7.8.5) and (7.8.7),

E[x¢xn]l= A6, tn)Xn, E[Xni1l1xn]= A(tni1, th)Xn (7.8.11)
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the latter implying,
Env1 = Xnr1 — E[Xn1|Xn]=Xn1 — A(tns1, th) Xn = Wnpt (7.8.12)
and therefore, we have for the covariance matrices:
_ T q_ T q_ T _ T
Sxienn = E[Xt€qi 1= ElxXewpn g 1= Elwewy ], o600 = ElWniawpq]

The latter has already been calculated in (7.8.7). For the former, we split the integra-
tion range of w1 as follows,

thel _ t th1 —
Wni1 = J tne1 =T w(T)dT = J +J tne1 =T w(T)dTt
tn 1 tn t 1

and note that only the first term is correlated with wy, thus, resulting in

t t t— 7 7 7
Sxiens = E[wewl, 1= L L [ 1T} [the1 — T, 1 E[w(T)w(T') ] dtdT

.
:U‘EVJ [ lT:|[tn+]*T,1]dT

th (7.8.13)

1 2 1 2

é(t_tn) (tn +2hp = 1) E(t_tn)

1
E(t—tn)(tn+2hn—t) (t—tn)
We may now calculate the estimation matrix Hp+1 = x¢,,,2. ;HEIEM,

1 2 1 2

h—g(t—tn) (2tp + 3hy — 21) h—Z(t—tn) (t—tn —hp)

Hpo=| " " (7.8.14)

6 1
hig(t*tn)(thrhn*t) hig(t*tn)(3t*3tn*2hn)
n n

It follows that the estimate X, is

X = E[x¢|xn] +Hpi1€n41 = At tn)Xn + Hyo1 (Xnp1 — A(tnsr, th)Xn) (7.8.15)

%, = {((t) % = Aan - _ | An+1
CTLx@ |0 T b |0 T T ba

1 .
X(t) = an +by(t— tn)+h*3(t - tn)Z(Ztn +3hy = 2t) (ans1 — an — bnhp)
n

Setting

we obtain

1
+ 7“ - tn)z(t_ tn — hn) (bn+1 _bn)
hn

2 6
x(t) =bp + hT(t_ tn) (tp + hy = 0) (@n1 — an — bnhy)

n

1
+ hT(t —ty) 3t = 3ty — 2hy) (bni1 — bn)
n
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Using the continuity relationships (7.3.6),

1 1
dps1 = an + bphy + ECnhi + gdnhfl

1
bpi1 = by + cphn + Ednhﬁ
it follows that the expressions for X (t) and X (t) reduce to those of Eq. (7.3.1),
X 1 , 1 s
X(t) = ap+by(t - tn)""ECn (t—tn) +6dn(t —tn)

;((t) =bn +Cn(t_tn)+%dn(t_tn)2

the second being of course the derivative of the first. The asymptotic filter (7.7.4) may
also be given a stochastic interpretation in the sense that it can be regarded as the
optimum double-sided (i.e., unrealizable) Wiener filter of estimating x (t) from y (t) of
the signal model,

y(t)=x(t)+v(t), X({t)=w(t) (7.8.16)

We will see in Chap. 11 that for stationary signals x(t),y (t), with power spectral
densities Sxy (w) and Sy (w), the optimum double-sided Wiener filter has frequency
response:

o Sxy (W)

Hlw)=¢ (@)

(7.8.17)
Because x(t) is an integrated Wiener process, it is not stationary, and therefore,

Sxy (w) and Sy (w) do not exist. However, it has been shown [643-649] that for cer-

tain types of nonstationary signals, which have the property that they become stationary

under a suitable filtering transformation, Eq. (7.8.17) remains valid in the following mod-

ified form:

Sy (w)

H(w)= Sy ()

(7.8.18)

where X (t),y(t) are the stationary filtered versions of x(t),y(t). For the model of
Eq. (7.8.16), the necessary filtering operation is double differentiation, x(t)= X(t)=
w (t), which can be expressed in the frequency domain as X (w)= D (w)X (w), with
D(w)= (jw)%= —w?. For the observation signal, we have similarly y (t)= y = X + V.
Since w(t), v (t) are uncorrelated, we find

Sxy(w) = Sww(w)= 0\24/
Syy(w) = Sww (W) +Syy (W) D (w) |2 = 0‘24, + 0_‘2) w?*

which leads to

Sx)’/(w) O'2 1 0'2
Hiw)= _ W A= 7.8.19
(w) Syp(w)  oh+0iw*  1+Aw?’ o% ( )

This can be written in the form,

02,/ w*

Hw = —55 5
(@) 0%/ wt + op

(7.8.20)
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which is what we would get from Eq. (7.8.17) had we pretended that the spectral densities
did exist. Indeed it would follow in such a case from Eq. (7.8.16) that Sy, (w)= 02,/ w*
and Syy (w) = 0% /w* + o2.

7.9 Computational Aspects

Egs. (7.3.22) and (7.3.24) describing the complete spline solution have been implemented
by the MATLAB function sp1sm,

P = splsm(t,y,lambda,w); % spline smoothing

where t,y are the knot times [ty, t1,...,tN-1] and data [yo,Y1,...,Y~N-1] (entered as
row or column vectors), Tambda is the smoothing parameter A, and w the vector of
weights [wg, W1,...,Wwn_1], which default to unity values. The output P is an Nx4
matrix whose n-th row are the polynomial coefficients [ay, by, Cn, d,]. Thus, the vector
a is the first column of P. Internally, the matrices T, Q are computed as sparse banded
matrices with the help of the function sp1mat,

[T,Q] = spimat(h);

% spline sparse matrices T, Q

where h is the vector of knot spacings [hg, h1,...,hn-1], which is simply computed by
the diff operation on the knot times t, that is, h=diff(t). The smoothing spline may
be evaluated at any value of ¢ in the range t; < t < t} using Eq. (7.3.1). The function
splval performs the evaluation of x(t) at any vector of t’s,

ys = splval(P,t,ts); % spline evaluation at a vector of grid points tg

where ys is the vector of values x(t;), and P, t are the spline coefficients and knot times.
The GCV criterion (7.5.5) (with the 1/N factor removed) may be calculated for any vector
of A values by the function splgcv:

gcv = splgev(t,y,lambda,w); % GCV evaluation at a vector of A’s

The optimum A may be selected by finding the minimum of the GCV over the com-
puted range. Alternatively, the optimum A may be computed by the related function
splambda, which performs a golden-mean search over a given interval of A’s,

% determine optimum A

‘ [Topt,gcvopt] = splambda(t,y,la,Tb,Nit,w);

The starting interval is [A,4, Ap] and Nit denotes the number of golden-mean itera-
tions (typically, 10-20). The function sp1sm2 is a “robustified” version of spTsm,

‘ [P,ta] = splsm2(t,y,la,w,Nit); % robust spline smoothing

The function starts with the original triplet [t,y,w] and uses the LOESS method of
repeatedly modifying the weights (with a total of Nit iterations), with the outliers being
given smaller weights. Because of the modification and zeroing of some of the weights,
the output matrix P will have dimension N,x4 with N; < N. The function also outputs
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the corresponding knot times ta (also N,-dimensional) that survive the down-weighting
process.

All of the above functions assume that the observations y,, are unique at the knot
times t,. If there are repeated observations, then the weighted observations and their
weights given by Eq. (7.6.2) must be the inputs to the above functions. They may be
determined with the function splav, which is similar in spirit to the function avobs,
except that it computes weighted averages instead of plain averages:

[ta,ya,wa] = splav(t,y,w); % weighted averages of repeated observations

where the outputs [ta,ya,wa] are the resulting unique knot times, observations, and
weights.

Example 7.9.1: Motorcycle data. The usage of these functions is illustrated by the motorcycle
data that we considered earlier in local polynomial modeling. The upper-left graph of
Fig. 7.9.1 shows a plot of the GCV calculated with the function spTlgcv. The optimum
value was found to be Agp = 15.25 by the function spTambda and placed on the graph.

GCV versus A motorcycle acceleration, A=A,
7 100
50
6.5
0
-50
6
-100
55 ‘ ‘ ‘ ‘ -150 ‘ ‘
0 10 20 30 40 50 0 20 40 60
A t (msec)
motorcycle acceleration, A =0 motorcycle acceleration, A =
100 ' ' 100 ' '
50
0
-50
-100
-150 -150
0 0 20 40 60
t (msec) t (msec)

Fig. 7.9.1 Spline smoothing of motorcycle data.

The MATLAB code used for this graph was:
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Y = loadfile(’mcyc.dat’); % load data

tobs = Y(:,1); yobs = Y(:,2); % extract knot times and observations

[t,y,w] = splav(tobs,yobs); 9% average repeated observations

Tal=1; Ta2=50; Nit=30; % search interval and no. of iterations
[Topt,gcvopt] = splambda(t,y,lal,la2,Nit,w); % determine optimum A

Jla = linspace(lal,1a2,100); % evaluate GCV over A1 < A < Ap

gcv = splgev(t,y,la,w);

figure; plot(la,gcv, lopt,gcvopt, '.’); % plot GCV versus A

The upper-right graph shows the smoothing spline corresponding to A = Ap, and eval-
uated at a uniform grid of time points. The lower two graphs depict the special cases of
A = 0 corresponding to spline interpolation, and A = oo corresponding to a linear fit. The
following MATLAB code generates these graphs:

P = splsm(t,y,Topt,w); % spline coefficients

ts = locgrid(t,1001);
ys = splval(P,t,ts);

% grid time points
% evaluate spline at grid

figure; plot(tobs,yobs,’.’, ts,ys,’-'); % upper-right graph

la = 0; P = splsm(t,y,la,w); % spline coefficients for A = 0
ys = splval(P,t,ts); % evaluate spline at grid
figure; plot(t,y,’.’, ts,ys,’-"); % lower-left graph

la = inf; P = splsm(t,y,la,w);
ys = splval(P,t,ts);

% spline coefficients for A = oo

figure; plot(t,y,’.’, ts,ys,’-’); 9% lower-right graph
Because the motorcycle data have repeated observations, the actual observations were
replaced by their averaged values prior to evaluating the splines. The solid-line curves
represent the evaluated splines, and the dots are the original data points, except for the
lower-left graph in which the dots represent the averaged observations with the spline

curve interpolating through them instead of the original points. m]

Example 7.9.2: Robust spline smoothing. Fig. 7.9.2 shows an example of robust spline smooth-
ing. It is the same example considered earlier in Figs. 4.5.3 and 5.6.1.

The optimum value of A was determined by the function spTambda to be A = 3.6562, but
neighboring value would be just as good. The left graph shows the case of ordinary spline
smoothing with no robustness iterations, and the right graph, using Nj; = 10 iterations.
The MATLAB code generating the right graph was as follows,

t = (0:50)7; u = t/max(t);

x0 = (l-cos(2*pi*u))/2; % noise-free signal

seed=2005; randn(’state’,seed);
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Fig. 7.9.2 Robust spline smoothing.

y = x0 + 0.1 * randn(size(x0)); % noisy observations
m=1[-1013];

n0=25; y(n0+m+1)=0.0;
nl=10; y(nl+m+1)=1.0;

% outlier indices relative to n0, nl

la = splambda(t,y,1,10,30); % optimum A = 3.6562
% initial weights

% robust spline smoothing
% smoothed values

w = ones(size(t)); Nit = 10;
[P,ta] = splsm2(t,y,la,w,Nit);
ya = P(:,1);

plot(t,x0,’--", t,y,’.’, ta,ya,’-'); % right graph
The optimum A was searched for in the interval 1 < A < 10 calling spTambda with 30
golden-mean iterations. The resulting knot vector t, has length 42, while the original

vector t had length 51. The missing knot times correspond to the positions of the outliers.

Example 7.9.3: NIST ultrasonic data. We apply spline smoothing to a nonlinear least-squares

benchmark example from the NIST Statistical Reference Dataset Archives. The data file
Chwirutl.dat is available online from the NIST web sites:

http://www.itl.nist.gov/div898/strd/nls/nls_main.shtml
http://www.itl.nist.gov/div898/strd/nls/data/chwirutl.shtml

The data are from a NIST study involving ultrasonic calibration and represent ultrasonic
response versus metal distance. There are multiple observations for each distance. In fact,
there are 214 observation pairs (X, y,), but only 22 unique x,s. The data have been fit
by NIST using a nonlinear least squares method to a function of the form:

_ exp(=b1x) .
= b i bx (NIST fit)

with the following fitted parameter values:

by, = 0.19027818370, b, = 0.0061314004477, b3 = 0.0010530908399

7.9. Computational Aspects 339

GCV

The right graph in Fig. 7.9.3 compares the smoothing spline curve (solid line) with the
above NIST fit (dotted line). Except for the rightmost end of the curves, the agreement is
very close and the curves are almost indistinguishable.

GCVvs. A, Ry =0.1425 spline and nonlinear fitting

100
: * data
1.31 sob 1. — spline fit| |
: NIST fit
60 1
1.2F =
40 1
L1 20 1
. . . . . . . . 0 . . . . . .
0 0.05 0.1 0.15 0.2}"0,25 0.3 035 04 0 1 2 3 4 5 6
X

Fig. 7.9.3 Spline smoothing vs. Nonlinear fitting.

The function spTav is called first to determine the unique x,s and the corresponding aver-
aged observations and their multiplicities. These are then used in splambda to determine
the optimum GCV smoothing parameter, Ay, = 0.1425, which is used by the function
sp1sm to perform the spline smoothing fit. The GCV is evaluated and plotted at a range of
As to illustrate its minimum. Finally, the spline is evaluated at dense grid of x-abscissas
for plotting. The following code segment illustrates the computations:

Tloadfile(’Chwirutl.dat’);
x=Y(,2); y = Y(:,1);

% data file in OSP toolbox
% read (x,y) observation pairs

[x,i] = sort(x); y = y(i); % sort X’s in increasing order

bl = 1.9027818370E-01;

b2 = 6.1314004477E-03; b3 = 1.0530908399E-02;

yf = exp(-b1l*x)./(b2+b3*x); % NIST fit

[xa,ya,wa] = splav(x,y); % unique x’s, averaged observations, and multiplicities

1al=0.01; la2=1; Nit=20;
[Topt,gopt] = splambda(xa,ya,lal,la2,Nit,wa);

la = linspace(0.05,0.4,51);
gcv = splgev(xa,ya,la,wa);

figure; plot(la,gcv, lopt,gopt,’.’);

P = splsm(xa,ya,lopt,wa);
xs = locgrid(xa,200);
ys = splval(P,xa,xs);

figure; plot(x,y,’.’, xs,ys,’ =", x,yf,’:");

% search interval
% determine optimum A

% range of A’s
% evaluate GCV

% left graph
% spline smoothing coefficients
% evaluation grid of abscissas

% evaluate spline at xs

% right graph
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7.10 Problems

7.1 Show that the matrices Q, S defined in Egs. (7.3.13) and (7.3.30) satisfy the orthogonality
property QTS = 0. Assuming that the weighting diagonal matrix W has positive diagonal
entries, argue that the NxN matrix A = [W~1/2Q, W'/2S] is non-singular. Using this fact,
prove the projection matrix property (7.3.31). [Hint: work with A(ATA)1AT ]

7.2 Show that the Euler-Lagrange equation for the variational problem (7.6.1) is:

N-1mpn
KO=A"2 > Wai(Yni — x(tn)) 5 (t = t)
n=0i=1
and show that it is equivalent to
N-1

X()= ATt Z Wn ()7n —X(f,,))(s(l'— tn)

n=0
where w,, ¥, were defined in (7.6.2). This is an alternative way to establish the equivalence
of the variational problems (7.6.1) and (7.6.3).

7.3 First prove the following Fourier transform pair:

2b

exp(-blt]) — D+l

where b is any complex number with Re(b) > 0. Then, use it to prove that Egs. (7.7.4) and
(7.7.5) are a Fourier transform pair. Show the same for the pair in Eq. (7.7.8).

8

Whittaker-Henderson Smoothing

8.1 Whittaker-Henderson Smoothing Methods

Whittaker-Henderson smoothing is a discrete-time version of spline smoothing for equa-
Ily spaced data. Some of the original papers by Bohlmann, Whittaker, Henderson and
others,” and their applications to trend extraction in the actuarial sciences, physical
sciences, and business and finance, are given in [405-438], including Hodrick-Prescott
filters in finance [439-467], and recent realizations in terms of the {; norm [468-478],
as well as extensions to seasonal data [622-625,636,638]. The performance index was
defined in Eq. (7.1.2),

N-1 N-1
j=an{yn—xn{2+7\Z|stn|2=min (8.1.1)
n=0 n=s

where VSx, represents the backward-difference operator Vx,, = x, — X, applied s
times. We encountered this operation in Sec. 4.2 on minimum-R Henderson filters. The
corresponding difference filter and its impulse response are

Dg(z)= (1-z1)%
(8.1.2)
ds (k)= (—1)"(;;) , 0<k<s

For example, we have for s =1, 2, 3,

1
1
1 -3
d-l = ) dZ = -2 ’ d3 =
-1 3
! 1

Because Dg(z) is a highpass filter, the performance index attempts, in its second
term, to minimize the spectral energy of x,, at the high frequency end, while attempt-
ing to interpolate the noisy observations with the first term. The result is a lowpass,

TBohlmann considered the case s = 1, Whittaker and Henderson, s = 3, and Hodrick-Prescott, s = 2.
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