The Calculation of Fourier Coefficients
by the Mobius Inversion
of the Poisson Summation Formula
Part 1. Functions whose
Early Derivatives are Continuous*

By J. N. Lyness

Abstract. The M6bius inversion technique is applied to the Poisson summation formula.
This results in expressions for the remainder term in the Fourier coefficient asymptotic
expansion as an infinite series. Each element of this series is a remainder term in the
corresponding Euler-Maclaurin summation formula, and the series has specified con-
vergence properties.

These expressions may be used as the basis for the numerical evaluation of sets
of Fourier coefficients. The organization of such a calculation is described, and discussed
in the context of a broad comparison between this approach and various other standard
methods.

1. Introduction. The purpose of this paper and its sequel is to derive a class of
formulas suitable for the numerical evaluation of a set of Fourier coefficients

1
" = / f(x) cos 2wmade, m=1,2,3, -
0

1
,S’(m)f=/0 f(@) sin 2rmadz , m=1,2,3,---.

In this paper we restrict ourselves to functions f(x) which (preferably together with
their first few derivatives) are continuous in the interval [0, 1]. In the sequel we
shall provide a generalization of these results to cover functions which have algebraic
or logarithmic singularities of a specified nature in the interval, and provide modifi-
cations for functions which are analytic in the interval but which have inconvenient
numerical properties due to nearby poles in the complex plane.

The approximations ) f and S5 derived here differ fundamentally from
other standard formulas, though they have some points in common. They seem
particularly suitable in a situation in which all the Fourier coefficients are required
to a uniform accuracy e, a subroutine for f(z) is available and (so far as Part I is
concerned) f(z) together with its first few derivatives are known to be continuous
in [0, 1]. The points of similarity include the property that the approximations
Cmf (or Stf), m = 1,2, - -, are based on the same set of function values or a
subset of this set. The principal difference is that there isno restriction to a particular
number of points for function evaluation per period. In fact, coefficients of the type
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cos 2mj/m do not appear in these formulas. The implementation has a degree of
flexibility. If the value of the integral [!f(z)dx is known, or approximate values of
derivatives f¢(0) and f@(1) are known, this information may be incorporated in a
simple manner into the formulas with a consequent reduction in the number of
function values required.

The first half of this paper contains no approximation theory. In Section 2, the
Poisson summation formula is introduced. In Section 3 the asymptotic expansion
for the Fourier coefficient and the Euler-Maclaurin summation formula are derived.
In Section 5 the Mobius inversion technique is discussed. All these results are
classical, and are included here briefly to provide a proper background, and to
establish an appropriate notation. A brief discussion which illustrates the danger
of using the asymptotic expansion (without the remainder term) for numerical
calculation is included in Section 4. This provides a proper motivation for the
evidently new formulas derived in Section 6 by making use of the classical results
of Sections 2, 3, and 5. These resemble the asymptotic expansion, but provide the
remainder term in a completely different form. This involves an infinite series; the
terms of this series may be readily calculated and the ultimate rate of convergence
of the series is known.

In the second half of this paper, methods of applying this formula in actual
calculations are described. This involves the appropriate assignment of various
parameters occurring in the exact formula, together with the practical determina-
tion of the point at which to truncate the infinite series. In Sections 8 and 9 an
implementation of an essentially practical nature is described. In Section 10 some
theoretical properties of the approximation are described and a standard approxima-
tion error bound is derived. In Section 11 a discussion of what the author considers
to be the essential features of the method is presented, in the form of a comparison
with a finite version of the Fast Fourier Transform and with the Filon-Luke
Formulas.

A suitable starting point for all the theory required in both this paper and its
sequel is to assume the well-known relations between f(z) and its Fourier series
J(@). In order to present this theory in a relatively straightforward manner we
restrict the functions f(x) being considered to those to which the standard theorems
of finite Fourier analysis may be applied without having to state detailed restrictions
at every stage. Consequently we introduce the following overall restrictions:

1.1) @ f(x) is absolutely integrable over the closed interval [0, 1],
(1.2) (i) f(z) has at most a finite number of singularities in the interval [0, 1].

The theory presented in Section 2 requires no further restriction. However, at
the present time, this theory has been developed to the stage of providing a viable
method for the calculation of Fourier coefficients only in the case in which these
singularities are algebraic or logarithmic.

In the rest of this paper (Part I), we deal with a much smaller class of function.
Here f(z) has to be continuous in the closed interval [0, 1] and, for the results to be
more than trivial identities, some of the derivatives of f(x) have to be continuous -
as well:

(1.3) (i) f@) e c’o,1], p=z0.
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2. Finite Forms of the Poison Summation Formula. In this section we define
the trapezoidal rule and use the fundamental theorem about Fourier series to derive
a finite form of Poisson’s summation formula. These results apply to functions
which satisfy the first two restrictions (1.1) and (1.2) mentioned in Section 1. In
Section 3 we confine our attention to continuous functions which satisfy restriction
(1.3) and derive the standard Fourier coefficient asymptotic expansion and the
Euler-Magclaurin summation formula.

The reader who is familiar with these formulas need only refer to these sections
in order to acquaint himself with the notation.

It is convenient to emphasize the linear nature of many of the quantities oc-
curring in this paper. This is done by using the terminology of linear operators
wherever possible, though most of the expressions required are classical and more
familiar in an expanded form. Consequently we denote the integral of f(x) by

1
(2.0) If= /0 fx)dz
and we denote the Fourier coefficients of f(z) by
1
2.1) c"f = / () cos 2rradz | r=1,2,3, ---
0
1
2.2) SVf = / f(x) sin 27rzdx | r=12,3, -
0

We invoke the classical theorems from the theory of Fourier analysis to define the
Fourier series f(z) of f(x). This is given formally by

(2.3) F@)y=If+2 z.o: C™ f cos 2mra + 2 i S f sin 27rz .
r=1 r=1

As is well known the function F(z) defined as the sum of the series in (2.3) coincides
in general with the function f(2). So long as f(x) satisfies restrictions (1.1) and (1.2),
F(z) exists at all points other than possibly those at which f(x) itself is undefined.
It is very well known that, if the limits in the following equations exist, then

(2.4) 7(x)=%1i§g(f(x+e)+f(x—e)), 0<z<1
and
(2.5) FO) =7(1) =3 elfﬁi (fle) + fF(1 =€) .

We now introduce a condensed notation for the trapezoidal quadrature rule
approximations to the integral

(2.6) If=1If= '/0 flx)dx .

The conventional (end point) trapezoidal rule approximation is defined by

m,1 1 1 = j 1
@2.7) R™Yf = - {—2— 10+ % f(—j;) +5 f(l)} :
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We also require a general ‘offset’ trapezoidal rule. This is one which uses m equally
spaced function values, the spacing being 1/m with the first abscissa at the point

(2.8) te/m = (1 + @)/2m la| < 1.
General Offset Trapezoidal Rule |a| # 1.
COR TS 3 (ETE) R A RS
m ;=3 m

(The special case & = 1 is given by (2.7) above.) These rule sums exist only if f(x)
is defined at each of the points required for function evaluation.

The classical Poisson summation formula relates an infinite series of function
values to an infinite series of Fourier transforms. It may be written in the form

2.10) B fGh) = X f_w £(2) cos [2mrt/Rldt .

J=—0c0 r=—00

Clearly the function f(z) has to satisfy certain properties which ensure that the
various limiting processes required in this formula exist. In this paper we are con-
cerned with various finite forms of this formula, namely (2.13) to (2.16) below.
While these may be obtained directly from the classical Poisson summation formula
by inserting specially chosen functions f(x), it is more in keeping with our underlying
approach to proceed directly from the trapezoidal rule sum (2.9) and the Fourier
series (2.3). Specifically we may substitute for the quantity 7((j + t. — 1)/m)
which occurs in (2.9), the Fourier series given by (2.3) and change the order of the
summation operators. This change is permissible since one of the sums is finite. The
summation over index j may be carried out analytically, making use of identities
such as
(2.11) ]Z_:lcos_[%rr(j + to — 1)/m] = m cos 21, , r/m = integer
= o , r/m # integer .

The result is as follows:

General Finite Form of Poisson Summation Formula.

(2.12) R™F — IT =23 cos 2art,C™ f + 2 3 sin 2wt S f .
r=1 r=1

Subsequently we make use of only four simple special cases of this formula; two
are obtained from (2.12) by setting « = 1 and & = 0; the third is a linear combination
of these; the fourth is a linear combination obtained from (2.12) with @ = —3
and & = %. These are respectively:

(2.13) R™7 —I7=2 i ¢y,
(2.14) R™F — IT =23 (=1)'C™5,

(2.15) R[’"'U? _ R[2m,117 =9 ; C((2r—1)m)f’
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(2.16) _;_ R™IF  RImUIT) = 9 3 (1)t gl m
r=1

These are all simple variants of a finite form of the Poisson summation formula.
The formulas of this section are valid if f(x) satisfies restrictions (1.1) and (1.2)

and if the rule sums are defined and so do not involve function evaluation at an

abscissa for which f(x) is not defined. Thus (2.14) can be used with f(z) = z'/2

3. The Fourier Coefficient and the Euler-Maclaurin Asymptotic Expansions.
The results of the previous section are valid for a wide class of functions f(z), which
includes all those satisfying restrictions (1.1) and (1.2). We now specialize the theory
to functions f(x) which are continuous in the closed interval [0, 1]. The various
formulas derived here require that f(z) together with its first p derivatives should
be continuous in the closed interval [0, 1]. We denote this condition by the statement

3.1 f@) € ¢*[o,1].
The first result we require is an asymptotic expansion for the Fourier coefficient.
This may be obtained by integration by parts. Thus

! 2mimz f (1) _ f (O) / / 2mimz
3.2) /0 f@)e ™™ dx = omim ~ 5 fl(@)e™ ™ dz .
The integral on the right is of the same form as that on the left, but with f/(x)
replacing f(x). Thus we may successively integrate by parts to form a finite series
whose rth term includes a factor (2rim)~", together with a remainder term. Taking
the real and imaginary parts we find the following formulas.
The Fourier Coefficient Asymplotic Expanston.

1
C™f = / f(x) cos 2rmadx
[}

8:3) Lr=1) /2] (2¢—1) 2¢-1)
p—1) /2 q—1 2¢—1 29—1
=1 (27m)
S™Mf= /1 f(@) sin 2rmaxdzx
(3.4) 0

_ [(pim/z] (_1)q—l(f(21)(1) _ f(zq)(o)) + S,,(M)f‘

29+1
) (2rm)***

The most convenient forms of the remainder terms C,™f and S, ™f differ according
as p is even or odd. For example

(3.5) s = (( L / £ (@) (cos 2mma — 1)dz .

These expansions are valid only if the process of integration by parts is also valid.
A sufficient condition is that f(z) & C?[0, 1]. In this case the remainder terms satisfy

(3.6) G f~O0m™) ;s S ~0mT),  m— e

In Section 4 we discuss several examples of the Fourier coefficient asymptotic
expansion.
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These asymptotic expansions may be used to derive another set of asymptotic
expansions. These are variants of the classical Euler-Maclaurin summation formula.
The Poisson summation formula (2.12) expresses the error functional Elmelf =
RU=e§ — I in terms of an infinite series involving the Fourier coefficients C ¢m)f
and S¢™f. We may substitute for these their expressions given by the finite sums
on the right-hand sides of (3.3) and (3.4). The resulting formula may be simplified
by introducing the Bernoulli functions

ng(x) = 2(—1)'1+1(2q)! i cos 271':;1: ,
3.7 2 o)

- ® sin 2
Baga (@) = 2(—1)™"(2¢ 4+ 1)! ,Z; ;;:r):r:ﬁ .

This leads to the following formula.
General Euler-Maclaurin Asymptotic Expansion.

E[m Ot]f — R[myn]f _ If
— p‘v_qu(ta) f(q‘l)(l) _ f(q_l)(o) + Ep[m,a]f,

= q m*

where the remainder term is

(3.8)

B =2 Zl cos 2mrt,C, ™" f + 2 r; sin 2wt S, f

3.9) . _ _
— i/ f(p)(x) By (ta) — By(te — mzx) dz .
m® o p!
Since the Bernoulli functions are bounded in the interval [0, 1] it follows that

B f~0m™), m— .

In the subsequent theory, we shall be interested in four special cases of this formula.
These four cases are Eqgs. (3.15) to (3.18) below. It is convenient to express the
Bernoulli functions in terms of the Riemann zeta function and some of its variants.
Following Abramowitz and Stegun [1], we define

1 1 1
=1 —_— —_— — ey, >1,
40 +2q+3q+4q+ q

1 1 1
n(q):]_—g;_i_-g—(-l_z:;_l_..., qu,
(3.10)

1 1 1
M) =1+ —4+—=+=F ..., 1,
@ =14+ oo+ >
1 1 1
B(Q)=1—§,+5—q—;;+“', gz1.

Clearly
(3.11) n(g) = 1 =2"9¢(g) ;5 M) = (1 —279¢(0) .
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These functions are related to the Bernoulli functions in the following way:

By() _ 2(=1)""%(2q) . B3 _ 2(=1)"%(2q)
(3.12) 2ql - (2_”)2,1 ) 2(]! - (27r)2q ’
3 (Ba(1) + B3y (3 2(—1)TA (2
(3.13) ( ()2q! () _ 2( \2)7r)2“( q)7
Bo1(3) _ B3 _2(=1)BE2g-—-1)
(3.14) 2D~ @D T @

We now write down the particular cases of the Euler-Maclaurin asymptotic
expansion which correspond to the operators introduced in Eqgs. (2.13) to (2.16).
In doing so we replace the Bernoulli functions in (3.8) by equivalent forms expressed
in terms of the Riemann zeta function and its variants given above

R[’M,I]f _ If _ [(p=1) /2] 2(_1)q—1§_(2q)
(3.15) =1 (21rm)2q

(TP = 7P 0) + B

R[m’(’]f _If= [(p=1) /2] 2(—1)q77(2Q)
(3.16) S

(PO = £ ) + B f

RimUf _ Rlmaly e 2(—1)‘1‘1};(241)
3.17) =1 @2rm)*™
S (ETPA) = TR O)) + B - B
22 2(—1)%8(2¢ — 1)

1 (R p _ plmasl gy
(3.18) a d D q‘j‘l (2wm) >

SR = £OT ) + R BT — B
The first of these is the classical Euler-Maclaurin summation formula. It is interest-
ing to note the close similarity between this formula (3.15) and the cosine Fourier
coefficient asymptotic expansion (3.3). The difference is the factor 2¢(2¢), which
oceurs in each term in (3.15) but is absent in (3.3). For large values of g, {(2¢) ~ 1.
The subsequent theory exploits this similarity and the corresponding similarity
between the other expansions (3.16) to (3.18) and either (3.3) or (3.4).

4. Examples of the Fourier Coefficient Asymptotic Expansion. In Section 3 we
derived two sets of asymptotic expansions. These expressed the Fourier coefficients
and the error functional as a finite series, together with a remainder term. All of
these expansions have a very similar structure. In this section we discuss in more
detail one of these, the cosine Fourier coefficient expansion (3.3). However, this
discussion applies with only minor modification to any of these expansions.

In a problem in which there is no difficulty associated with the calculation of
derivatives, it would be very convenient if Eq. (3.3) could be used to evaluate the
cosine Fourier coefficient. This would involve in practice truncating this series at a



108 J. N. LYNESS

point at which the remainder term C,™f is thought to be smaller in magnitude
than ¢, the required accuracy. The main problem in such a calculation would be
that of estimating the magnitude of the remainder term C, .

If f(z) happened to be a function for which lim,_,, C,™f = 0, then the series
in (3.3) may converge. The numerical summation of this series could then be
attempted with some sort of confidence. But it is well known that in general this
is not the case. The infinite series obtained from (3.3) by allowing p to become
infinite is an asymptotic expansion which is generally divergent.

The remaining sections in this paper are devoted principally to obtaining a
representation for the remainder terms C,f and S,f which may be evaluated
in a relatively straightforward manner. Thus it is appropriate to discuss at this
stage briefly the general pattern of behavior of this expansion and its remainder
term in certain simple cases. This discussion will indicate the importance of the
remainder term and show how dangerous it may be to make any assumption about
its size which is not rigorously justified.

As a preliminary we consider the information already available. This is that
Cp(™f is of order O(m—?). While this is of considerable use in further analytic in-
vestigations, it is of very doubtful value in direct numerical application. Essentially
we may assume the following. If we retain the first p/2 terms, and require some
aceuracy e, there is some value of m, say mo, for which the remainder term |C, ]|
< efor all m > my. Unfortunately, the value of mg as a function of e is not known
a priori. To determine m, in any particular instance requires an analytical investiga-
tion based on the particular properties of f(x).

The simplest example is the polynomial. If f(z) is a polynomial in = of degree d,
the expansion terminates, leaving an expression for the cosine (sine) Fourier
coefficient as an even (odd) polynomial in 1/m of degree d or less.

Another simple class of functions consists of entire functions of order 1. Thus
if f(x) = e»= it is simple to show that if 2rm > ||, the series converges geometrically;
on the other hand if 2rm < |a|, the series diverges geometrically. This behavior is
typical of all entire functions of order 1.

However, the series may converge to an incorrect result. If f(z) € C=[0, 1] and
is periodic with period 1, we find that

4.1) 1) — f20) =0 allg.

Each term in the series is zero. This can happen even if the Fourier coefficient is not
zero. Thus if

(42) f(x) — ecos 2rz

the information given by the finite series is that

1
cC™f = / f(z) cos 2rmadx = CSP f
(4.3) 0

- (%;m%; fo * 9 (33 (cos 2rme — 1)da .

Here the cosine Fourier coefficient is equal in value to the remainder term. Neither
is zero. While perhaps the user might notice and suspect a series all of whose terms
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are zero, a dangerous situation arises in the case of a function such as

(4.4) flx) = e ™™ + &, la| < 27m .

The use of the series here would produce a series which converged to the Fourier
coefficient of e**, A different function, which shares this property of periodic func-
tions, is the ‘smudge’ function

f@) = @), 0<z<l1,

f0) = f1)=0,
where g(z) € C¥[0, 1].

The examples mentioned above are mainly examples in which the series con-
verges (to a correct or incorrect result) or in which the divergent nature of the
expansion is at once apparent.

If f(z) is an analytic function having a singularity in the complex plane at a
finite distance from the origin, or is an entire function of order greater than 1, the
series is almost invariably divergent for any value of m. (The exceptions to this
statement arise if f(x) is periodic with period 1 and C%[0, 1], or if some symmetry
property has the consequence that the significant part of f©@(0) and of f@(1), al-
though very large in magnitude, eliminate each other when taken in the combination
f@(1) — f@(0) for all ¢ odd (or even).) Thus with

(4.5)

. 1
the nonzero terms in the series are
Ky (—=D)7'Q¢—11J 1 }
4:. T =_——— = 1 —_ .
( 7) 2q mzq (27rm)2q 1 22.1

For large m, the series consists first of terms successively decreasing in magnitude.
However, when terms T’ where 2¢' > 2xm are reached, the terms in the series
successively increase in magnitude. The series diverges for all m. The function f(x)
given by (4.6) can be shown to have an nth derivative of constant sign in the
interval [0, 1]. This information can be used to show that the series is semicon-
vergent, i.e., the value of Cy,(™f is smaller in magnitude than the final included
term 7'a, and of the same sign as T'y,.

But in general one cannot expect f(x) to have the property that its high-order
derivatives have constant sign in the interval [0, 1]. It may be very dangerous in-
deed to assume that such series have ‘approximate’ properties of this nature. An
example (which is not pathological) is given by

(4.8) f) = 1/(* — 2 + 0.26) .

"This function has simple poles at z = % & 7. The individual terms in the expansion
have a straightforward analytic expression. In Table 1, the values of Tz, and of the
partial sums

(4.9) Z =T+ Ts+ -+ + Toy

2q

are listed for m = 6 and ¢ = 1(1)20. Inspection of the table shows that the terms
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become very small (about 10~8) and then increase. A plausible conclusion from this
table is that

1
(4.10) /; f(z) cos 12rzdr ~ —0.02 .

The true value of this integral is 40.701.

In conclusion then, the use of this expansion for numerical computation can be
very unreliable and deceptive unless some bound on the remainder term is available.
Even then, the true value of the remainder term may be so large that the numerical
result is not meaningful. In Section 6 an expression for the remainder term is de-
rived, in the form of a convergent series. Thus a meaningful calculation based on
the series described in this section may be carried out, if the additional work in-
volved in caleculating the value of the remainder term is included in the calculation.

TaBLE 1

q gth term: Toq = Ko, /6% qth partial sum: Y, 2,
1 —2.081713996537 — 002 —2.081713996537 — 002
2 6.240287755500 — 004 —2.019311118929 — 002
3 —4.405942671467 — 005 —2.023717061616 — 002
4 5.406335388194 — 006 —2.023176428105 — 002
5 —9.689934463007 — 007 —2.023273327446 — 002
6 2.189459081506 — 007 —2.023251432867 — 002
7 —4.886759442277 — 008 —2.023256319633 — 002
8 —1.259169531957 — 009 . —2.023256445536 — 002
9 2.215382693859 — 008 —2.023254230153 — 002
10 —3.699575480714 — 008 —2.023257929715 — 002
11 5.432548918994 — 008 —2.023252497194 — 002
12 —7.975547956536 — 008 —2.023260472750 — 002
13 1.182895543519 — 007 —2.023248643789 — 002
14 —1.688494712958 — 007 —2.023265528725 — 002
15 1.911763558659 — 007 —2.023246411118 — 002
16 4.555025903741 — 008 —2.023241856077 — 002
17 —1.615341149154 — 006 —2 023403390252 — 002
18 9.184600203531 — 006 —2.022484930232 — 002
19 —4.237003493705 — 005 —2.026721933740 — 002
20 1.809352162352 — 004 —2.008628412092 — 002

The elements and partial sums in the asymptotic expansion of the sixth cosine
Fourier coefficient of f(z) = 1/(x? — z + 0.26).

5. The Mcbius Inversion Technique. One of the standard topics in the theory
of numbers is the theory of Mobius inversion. This is concerned with the inversion
of an infinite set of equations. We suppose that the set of numbers G(m), m = 1, 2,
3, - - -, isrelated to the set of numbers F(m), m = 1, 2, 3, - - - by the set of equations

(6.1) G(@m) = aiF (m) + aF 2m) + asF(3m) + -+, m=123,---,

where a; # 0 and the coeflicients a, are independent of m. Under certain conditions,
the series (5.1) may be inverted and one may derive a set of equations

(52) F(m) = blG(m) + b2G(2m) + baG(3m) + .-, m=1,23,---,
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where the set of coefficients b; depend only on the set a;. A theorem which gives
sufficient conditions for such an inversion to be justified is the following:
M ébius Inversion Theorem. Given a set of numbers a1, as, -« - (a1 # 0) a second

set by, by, - - - may be determined recursively using
(5.3) aby=1;  Dabapy=0, d=23,4,--.
d

If the set of Eqgs. (5.1) is valid, the set (5.2) is also valid under the sufficient con-
dition

(5.4) >

0
=1 k=1

lab F (klm)| < ©», m=1,2,3,---.

Several alternate sets of sufficient conditions are known. The necessary conditions
do not appear to be known.

One of the first applications of the technique defined by Eq. (5.3) is to find the
set b; which corresponds to the set a1 = as = a5 = - = 1. This leads to the
Mo6bius numbers u; (Mobius function u(7)), defined by

M1 = 1 )
(5.5) w; = 0 if j has a square factor other than 1,
u; = (—1)" if 7 is the product of r distinct prime numbers

(not including 1) .

(The first ten Mobius numbers are +1, —1, —1,0, —1, +1, —1, 0, 0, 4-1.) If we
refer back to the special cases of the Poisson summation formula given in Egs.
(2.13) to (2.16) we see that each consists of a set of equations of precisely the form
of (5.1). Each may be inverted using the Mobius inversion technique. A minor
variant of this inversion is carried out in Section 6. For the moment we simply
determine the appropriate coefficients. We list here the values of b; corresponding to
four different sets of a;. These turn out to be M6bius numbers or simple functions
of them.

TuroREM 5.6. The solutions of Eq. (5.3) for the four following specified sets of a;
are the corresponding sets b; defined as follows:

66) 1) a;=1; b;=up;,

(5.7) (@) a; =1 (7 odd) ; bj =v; = uj (JOdd) s
= —1 (jeven) ; by =v; = 2" " (j = 2%:; k odd) ,
(5.8) (3) a; =1 (4 odd) ; b; = u; (4 odd) ,
=0  (jeven); b;j=0 (j even) ,
a;j=1 (G=4+1); b=y (G=4k+1),
(5.9) @) aj=-1 (G=4k+3); bj=—u; (j=4k+3,,

a; = (7 even) ; b; =10 (7 even) .



112 J. N. LYNESS

The proof of (1) above may be found in any standard textbook on Number
Theory. (See for example Hardy and Wright [9].) The results (3), (4), and (2) are
successively more complicated consequences of (1).

In Section 6 we shall use some results which require the inversion of the formula
for the Riemann zeta function

0

1
(5.10) ¢() = 2 4 >1

and the variants given in Section 3. These results constitute a standard application
of the above theory and are derived in the following manner. Definition (5.10) may
be written in the form

1

Ms

(5.11) o) _

= 2 e,
m Hmo L23,
This may be identified with (5.1) by setting
— a, _ ¢
(5.12) Gm) = ¢(@)/m*;  F(m) = 1/m",
a1=a2=a3=...=1.

Equation (5.2) then follows formally, the values of b; being given by (5.6) above.
_}_ _ N st (Q)
m? sz=:1 (ms)?’
This is in fact the form in which we require this identity. The standard form is
D S S 'F

$(@ =1 st

The validity of (5.13) and so of (5.14) is established by showing that condition (5.4)
is satisfied. Here we have

(5.13)

m=12 ...,

(5.14)

3 3 b F )| = 32 3 luy/ (kim)°]
(5.15) =1 k=1 =1 k=1
<LG@P <o, q>1,
m

the first inequality being obtained by replacing |u;| by its upper bound 1.
We require in Section 6 the result corresponding to (5.13) for the variants of the
Riemann zeta function. These are

_ 0 (_1)3—1 ) _ 0 1 ) _ 0 (_l)s—l
(5.16) (@) = L0 M) ;——_(23—1)4’ 8() Z;——(zs—m

and the inverted formulas are

| 1 _ 2w _ o _maeM@) < (=1) TweB(0)
5.17 _— = = = =
(6.17) m? s2=; (ms)? = (2s—1)m)? =1 ((2s — 1)m)?
These may all be established formally following the procedure by which (5.13)
was established. However, condition (5.4) is not satisfied for the first expression.

g>1.
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(involving the coefficients »;) for ¢ < 2 and a separate proof is required for 1 <
qg=2

6. Formulas for Fourier Coefficients. The variants of the Poisson summation
formula (2.13) to (2.16) express the error function Ri™1f — If or sums of function
values such as RIm1lf — REm1If ag series whose elements are Fourier coefficients.
We are interested in obtaining formulas of the opposite nature, formulas which
express Fourier coefficients in terms of sums of function values.

The fundamental idea on which the following theory is based is that the Poisson
summation formula is a formula to which the M6bius inversion technique may be
applied. This appears to have been previously unnoticed, except by Goldberg and
Varga [7]. The inverted formula obtained in this way is (6.10) below which by itself
is only useful if f(z) happens to be periodic and C*[0, 1]. But the principle, which
uses the Mobius inversion formula to obtain formulas for Fourier coefficients in
terms of function values, is very useful and credit for this idea belongs to Goldberg
and Varga.

Instead of proceeding directly to invert the Poisson summation formula, it is
more convenient to invert the corresponding formulas (3.9) which express the re-
mainder term in the Euler-Maclaurin expansion in terms of remainder terms for the
Fourier coefficient asymptotic expansion. The four special cases of (3.9) we use are:

©)  E™f=2200 B =2X (G,

6.2) B, — By = 2 30 6T
1 my— m, = r— r=1)m,
©3) 5 @B =23 (=)@

Each of these is of precisely the form (5.1), namely
(6.4) G(m) = aiF (m) + aoF (2m) + asF 3m) + -- -,

and each may be inverted to give a formula of the form (5.2),

6.5) F(m) = biG(m) + b.G(2m) + bsG(Bm) + --- .

The set of numbers a; are different in each of the four cases and coincide with the
four sets listed in relations (5.6) to (5.9) of Theorem 5.6 in Section 5. This theorem
provides the appropriate values of the set of numbers b;. Substituting into (6.5)
we obtain four formulas, namely

0

20, = 2wl f = = Zv B f

(6.6)

8=
°° [2o—1)m,1] [2m(2s—1),1]
s—1)m, m(28—1), .
= 4 N2s—1[Ep .f - Ep f] ; p=2,
8=

6.7 28,1 = 2 (1) T FE ST — BOTAN] p 2
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The validity of these inversions follows for most of the stated values of p from the
Mobius inversion theorem (5.3). Since

B, f~0m™) and |u] =1, v <s

the sufficient condition (5.4) is satisfied when p > 2 since then

0 0

> 3l (6im)| < 2 1o - 1)
=1 k=1 m

in all four cases. The first and third equation of (6.6) may be validated for p > 1
using this same condition (5.4). However, the second equation, that involving the
coefficient »,, requires a separate proof for the case 1 < p < 2. This proof is straight-
forward, but tedious. Equation (6.7) is in fact valid for p = 1, but for p < 2, the
proof is extremely sophisticated. This rather special case depends on Eq. (6.17)
below; there is a brief discussion following that equation.

These equations, expressed in a different form, are suitable for calculating
Fourier coefficients. Each remainder term occurring in these equations was originally
defined (in (3.3), (3.4), and (3.15) to (3.18)) as the difference between some func-
tional such as C'f and the first p terms of its asymptotic expansion. Thus the next
step is to substitute for these remainder terms into (6.6) and (6.7). It is convenient
to describe this in detail for only one of these equations. The corresponding results
for the others are given towards the end of this section. The first equation in (6.6) is

(68) 2Clp(m)f — ; ”sEp[ms,ﬂf .

We may substitute for these remainder terms using (3.3) and (3.15). This gives

2 /: f(x) cos 2mmadr = 2 i (=D P) — f*P0)

a=1 (2rm)™
(6.9) +3 MS[RW‘”f —1f- 2
s (ELTHEYEW) = 4 <0)>].
(27ms)**

This formula is of interest because it provides a remainder term, in the form of an
infinite series, for the truncated asymptotic series for the Fourier coefficient. It
appears that (6.9) may be generalized. The special case with n = 0 may be written

(6.10) 2 [ 1(e) cos 2emads = 3 wlR ]~ 1],

We may add to each side of this equation different multiples of (5.13) with different
values of ¢, and in view of the absolute convergence of all the series involved, we
may combine these to give

1 n ) n i
6.11) 2/ f(@) cos 2mmady = > 2 4 Zys[R“"*"”f— If— Z%@],
0 g=1m 8=1

=1 (ms)™

where K, Ky, - - -, K, are arbitrary. Equation (6.9) is merely a special case of this
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more general relation, obtained by setting K, = K, where

(6.12) Ky = 2(=1)7¢*0 (1) = 7470 0)/ @2m)™.

In one sense this is an optimum choice as it makes the term in square brackets a
term of order O(s—2®+D), ensuring the maximum ultimate rate of convergence for
the series.

This equation and the others like it given below ((6.13), (6.14), and (6.15)) have
several outstanding features which make them eminently suitable as a basis for
numerical computation of the Fourier coefficients. Their possible use in this manner
is described in considerable detail in the remaining sections of this paper. However,
it is pertinent at this point to draw the reader’s attention to certain aspects of these
formulas.

The most interesting feature is that Eq. (6.9) is quite independent of round-off
errors in the calculation of the elements f?¢-1(1) — f@«1(0). Since it is simply a
special case of (6.11) in which the K, are arbitrary, Eq. (6.9) is true quite inde-
pendently of the values which are assigned to these elements. The penalty for using
incorrect values may be that the series converges more slowly, but it converges in
such a way as to give a correct result for the Fourier coefficient.

A second feature is that the same set of numerical quantities Ef*11f, s = 1, 2,
3, - - -, §,is required for all the different Fourier coefficients. Here 3 is the value of s
for which E[1f is so small and is evidently steadily decreasing in such a manner
that the computer is prepared to disregard Ef¢If for s > 5. The calculation of the
first Fourier coefficient (m = 1) requires all these (except those for which py, = 0).
The second coefficient requires alternate members of the set, and so on. The Fourier
coefficients with m > 5 do not need any of these values. They are computed from
the first p terms of the standard asymptotic expansion only, and with confidence in
spite of the fact that the approximations to the derivatives being used need not be
accurate.

The third feature of Eq. (6.9) or of (6.11) is that, although they are exact equa-
tions, they are of interest only if a numerical calculation is envisioned. The im-
mediate reaction of a competent mathematician faced with Eq. (6.11) is to cancel
out all the terms involving K, and to reduce it, correctly, to the simpler form (6.10).
If the sum over index s were to be evaluated analytically, this would be an obvious
first stage. The importance of (6.9) is that, with these additional terms present on
the right-hand side, the series converges at a rapid rate. And, aside from one or two
special circumstances, the only reason for making a series more complicated in order
to ensure more rapid convergence is that one intends to use it in a numerical
calculation.

In the case that f(x) happens to be a C*[0, 1] function and periodic with period 1,
it follows that

FO) = £9(0)
and K,, = 0. In this case (6.9) reduces to the much simpler form (6.10) and in this
case the convergence of the right-hand side of (6.10) is relatively rapid, each term
being O(s~?) for any value of p. In the general case though, the convergence of the
right-hand side of (6.10) is too slow for comfort, being O(s~2), and in practice it is
necessary to use a formula such as (6.9) or (6.11) to obtain a formula suitable for
computation.
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The above remarks apply equally to the variants of (6.9), (6.10), and (6.11) given
below. We conclude this section by deriving these variants from the remaining
equations in (6.6) and (6.7). Following a directly analogous procedure, we find

1 n I 0
2/ f(x) cos 2rmadx = EK_ZQ -2 Vsl:R[ms'O]f - Z 17(2q)12(24:| )
(6.13) 0 =im? = =1 (ms)™
n=0
1 n I
2/ f(x) cos 2rmadx = EK—
(6.14) 0 =1 m
b 5w mmeny o peeny o $ARG]
s=1;s odd =1 ms)
and

1 n 0
2/0 f(@) sin 2rmady = 21 K:Zj + 12 . (—1)¢ P2y,
(6.15) =i m mhise

% (Rme—Lm g _ pimedm gy _ E 3(291 - 122{?241-1]’ n20,

where the numbers K, (¢ = 1, 3, - -+, 2n — 1) are arb1tra,ry. The choice of Ko,
which gives forms for the remainder term in the cosine Fourier coefficient is given
by (6.12). The analogous choice for the sine Fourier coefficient is Kopy1 = Kagi1
where

(6.16) Kapn = 2(=1)"(f2(1) — £99(0))/(@2m)** .

The proof of Eq. (6.15) in the case in which K, is arbitrary and not given by
(6.16) requires the validity of the inversion

611 8@ = -, - yme=DT

= (25 — 1)° ﬂ(q) = (25— 1)
This follows in an elementary manner for ¢ > 1 from the Mdbius inversion formula.
To establish this for ¢ = 1 the author has found it necessary to follow the method
given in Landau [11, pp. 157-159] in which the corresponding result

(6.18) S fimto =g

is derived.
This case (K, arbitrary) is of little interest from a numerical point of view since
in applications the value of f(1) — f(0) would normally be available.

7. Implementation (General Remarks). In the preceding sections, no use of
approximation theory has been made. The formulas derived in the previous section
are all exact. Their immediate use is precluded since each includes an infinite sum
over index s. They differ from the simpler asymptotic series of Section 3 in one
respect only. The ‘infinite tail’ of the asymptotic expansion (which normally
diverges) has been replaced by a convergent infinite sum, the sth term in the sum
having order O(s2"~2).
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In this section and in subsequent sections we discuss the implementation of a
calculation based on one of these formulas. In many important respects the same
treatment may be applied to each of these formulas. It is convenient to describe in
detail only one, namely (6.11). Any significant differences between different mem-
bers of the set of formulas will be mentioned in passing.

While there may be many different ways of implementing these formulas, we
shall confine our attention to a specific type of problem. We shall assume that we
have available, in the form of a subroutine or an analytic expression, the function
f(z). We wish to calculate approximations to a set of cosine Fourier coeflicients

1
(7.1) c™f= / f(x) cos 2rmadx , m=1,23, -, 7
i)

We require each approximation to have an error smaller in magnitude than a given
tolerance e. We wish to calculate all the cosine Fourier coefficients which are greater
in magnitude than e. Thus the value of 7 in (7.1) depends on e and may be de-
termined in the course of the calculation.

The exact formula (6.11), on which we shall base an approximate formula (7.4)
below, may be written in the following form:

L . ~

(7.2) 20§ =2 fo f(x) cos 2rmady = Iﬂ% + %‘; ot L E B 1

where

(73) é:.‘:%f R[s 1]f If §(2)K2 .((4)41{4 —_— e — g-_(gnfé)ni{_gl‘ .
s s s
Here the numbers K, are arbitrary. The particular choice Ky, = K, where

(7.4) Koq = 2(=1)7 (/"7 (1) = £%77(0))/2m)™
leads to the identification of £{s1f with E2!}f and in this case the sth term of the

20427
sum is O(s~2»2). In general, when K, Kz, this sth term is O(s~2) and the ultimate
rate of convergence of this series is slower. (This is discussed in some detail in
Section 9.)

The approximation to (7 .2) which we shall consider has the following form:

(7.5) 20™f = + St I:l::+ DTN i et al i

s=s/m

This differs from the exact result (7.2) in that all terms F{211f with s greater than §

have been removed from the right-hand side of (7.2) to form the right-hand side
of (7.5).

This set of approximations is specified once the following information is avail-
able:

(7.6) () The value of n.
7.7) (i) The values of If, Ky, K4, - -+, Kon.
(7.8) (i) The value of 3.
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The general discussion falls into three parts. In Section 8 we take the view that we
want to construet a method of procedure using which the values of § and n are de-
termined in the course of the calculation. In Section 9 we discuss standard practical
procedures for determining the values of If and the parameter K, and their rele-
vance in this particular problem. In Section 10 we discuss theoretical properties of
the approximation (7.5).

8. Determination of n and 3. Before dealing with the practical aspect of this
calculation we derive first a simple theorem which relates § to ¢ the required
tolerance.

TaEOREM 8.1. In terms of definitions (7.2), (7.3), and (7.5), if S is an integer for
which

(8.1) E |Biif] < 2,

s=35+

then the set of approximation errors satisfy

(8.2) [0™f —C™f] <e.

The proof is direct: we take the difference between (7.2) and (7.5). Using
standard manipulation of inequalities, we find

0@ = ¢™fl = |5 ¥ wBi's
(8.3) o> m

=5 Z IE%—:;J[I <e.

Here we have used the inequality |us| < 1, redefined the summation index, intro-
duced nonnegative terms into the sum and applied (8.1).

Condition (8.1) is a sufficient, but not a necessary condition. Since Ez[: ié
O(s7?) where p = 2, there always exists a value of § satisfying (8.1). If any particular
value of § satisfies (8.1), so does any greater integer.

In a practical implementation, the determination of n and 5 and the methods
used to determine If and K., are related to each other. For descriptive purposes
it is convenient to suppose for the moment that a value of n has been assigned and
the required numbers If, Ky (¢ = 1,2, - - -, n) are already available. In this case
one may proceed as follows. We calculate successwely the values E;;i!j, s=1,2,
3, - - -. These values are given by (7.3) and each calculation requires the rule sum
evaluatlon Ri=1f. This calculation is to be terminated at a point when we have
just calculated E{:}lf, s = § and we have reason to believe that criterion (8.1) is
satisfied. It is necessary in practice to replace (8.1) by a practical convergence
criterion. There are many ways of constructing such a criterion, but none are fool-
proof. A simple form might have four parts

(8.4) P.C. 1. Round-off error check,
(8.5) P.C. 2. Physical limit check,
(8.6) P.C.3. |EELf] < 2,

(8.7) P.C. 4. |E5ythf]s = 8 — 2,8 — 1, § seem to form a suitable sequence .
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P.C. 1 and P.C. 2 are normal guards which will terminate the caleulation altogether
if the round-off level is clearly higher than e or if some physical limit set in the code
is about to be exceeded. P.C. 3 is a simple criterion, which clearly must be satisfied
before P.C. 4 can be considered. P.C. 4 may be as complicated as the user wishes.
It should guard against a condition in which the sequence is converging very slowly,
or the possibility of a single value of B!} being very small. We do not go into any
detail about these practical convergence criteria here.

Thus the calculation of these elements is terminated with the sth term. §
satisfies some practical convergence criterion P.C. 4 and hopefully it satisfies con-
dition (8.1).

At this stage the set of numbers

(8.8) ESlf, s=1,2,---,3,

are available. For the calculation of (/™ using (7.5) only a subset of this set is
required, namely the set

(8.9) B f, ms=<s, uw#0.

In fact if m > s, the set (8.9) is empty and the sum in (7.5) may be replaced by
zero. The theorem assures us that, so long as § in fact satisfies (8.1), then the
calculated approximation C¢f differs from the true value C'™f by less than e for
all m.

The ‘cost’ of this calculation includes the following principal items

(8.10) (@) Evaluation of If,
(8.11) (ii) Assignment of Ko, Ky, ++ -, Kon,
(8.12) (iii) Evaluation of RIs1f s=1,23, -++, 3

It is important to note that the same set of funection values is used for all the
Fourier coefficients, though all are not used explicitly in the evaluation of each
coefficient. For example, in the cases where m > 5, no function values appear in the
formula. But they were required previously in order to show that m > 5 by es-
tablishing the value of 5. Also, function values may have been used to determine the
values of K,

The description given above is restricted to a simplified situation in which the
value of 7 is assigned and the values of Ky, (¢ = 1, 2, - - -, n) are immediately avail-
able. As described above the values of Eg;;lzf actually encountered are used to
determine the value of s.

In a realistic situation, the use of an appropriate value of n is very important.
The value of 5 depends on n as well as on € and may be quite different for different
values of n. Thus one may ‘cut costs’ under item (ii) by using a small value of n to
find that this involves a large § and an increase in cost under item (iii).

To illustrate this dependence we have treated the example

(8.13) f@) =1/@"— 2+ (5/8)%).

The values of If and K, have simple analytic expressions and these have been used
to calculate El!1f for 2n = 0, 2, 4, 6,8, 10, s = 1, 2, 3, - - -, 10. These numbers
are set out in Table 2. The round-off level in the table is about 1071,
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Let us suppose that we wanted a uniform accuracy in the result of 5.10~7 and
that the practical convergence criterion included as part P.C. 3 (8.6) the require-
ment,

(8.14) |ESi s < 51077,

If we had assigned n = 0, we would have proceeded to calculate the elements in
the first column of Table 2 until one element satisfied (8.14) with n = 0. This
sequence converges as s—2 and reaches the desired level at about § = 1473. If we had
assigned 2n = 2, we would require the value of K, to calculate the elements in the
second column of Table 2, but we satisfy (8.14) with 5 = 24. With 2n = 4, 6, §, 10
we find (8.14) is satisfied with 5 = 9, 8, 8, 8, respectively. In retrospect therefore, in
this calculation an appropriate value of 2n is 4 or 6. To use a smaller value involves
an excessive number of function evaluations, while to use a larger value involves
the calculation of further values of K, with no saving in the number of function
evaluations.

In an automatic code, this information is not available at the start. Thus the
code has to be arranged in such a way that it determines both # and s on the basis
of the values of & 2[;”] f actually encountered. The initial aim of such a routine is to
find a pair of values n, s which satisfy P.C. 3 (8.6). After this it may retain this value
of n and proceed to attempt to satisfy the entire convergence criterion, increasing
the value of s if necessary.

This first stage has a superficial resemblance to a minimization routine in two
variables ¢, §, the function treated being IE [s.11f], Only unit steps in p0s1t1ve
directions ¢ and § are allowed in the search and at any moment, the list E 2f
(s=1,2, .-+, 8) is available. If the next step involves increasing §, one addltlonal
entry in the list should be made. If the next step involves increasing ¢ the entire list
is updated by the addition of the terms {(2¢)Ks4/s*. The routine should expect
relatively smooth behavior of this discrete function in the direction of increasing
8, but not in the direction of increasing ¢. Also there might be an adjustment built
in by which the search routine assessed the cost of a step in the § direction against
the cost of a step in the ¢ direction. In straightforward cases all that is really needed
is an upper bound on §.

While a poorly constructed code can lead to unnecessary work, a high level in
sophistication for this part of the code is not necessary. Any terminal value § = =,
§ = § gives results of suitable accuracy so long as the fourth part of the practical
convergence criterion P.C. 4 (8.7) is adequate. All that this first stage should be
capable of doing is to choose a value of n which is not totally unreasonable. In the
example illustrated in Table 2, it should be able to increase n beyond 2n = 2 and
should not increase n beyond 2n = 8.

Finally, using these particular values of n and 5, the calculation of any cosine
Fourier coefficient is effected by direct substitution into (7.5). The values of
Eg"‘jz” f required have just been calculated while the values of K5, (¢ = 2,4, + + -, n)
were calculated or assigned as a by-product in that calculation.

If it is known beforehand that f(z) is periodic having period 1, the calculation is
much simpler since K5, = 0 and the appropriate value of n is zero. However, the
procedure described above may be used. If the function is periodic, it should appear
that the values of K, are all small; good progress in the minimization is occurring
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by increasing §, while no progress is being made by increasing §. The routine should
therefore adjust to a periodic function automatically.

The approximation (@™f given by (7.5) is based on the exact expression (6.11)
for Cf. All that is necessary to obtain (7.5) from (6.11) is to replace the infinite
sum over index s by a finite sum, the restriction being s £ §/m. Two further ap-
proximations for C™f and an approximation Stf for S(™f may be based on Eqs.
(6.13), (6.14), and (6.15), respectively, by restricting the sum in an identical manner.
We list here the resulting formulas:

~(m K K K n ~ims,
(8.15) 20™f="2 424 2B S
m m m s<g/m
m K, , K R, e .
(816) 20f = —% + _: + ot —%L - > pe(Bonss f — EESY 1),
m m m s<s/m (s odd)

q(m, K K Kn_
R e o il e =1

s— 1 fplms,— ms,
b S (e, L By - Ey)

$<§/m (s odd)

where the terms in the sum are

(8.18) EENf=R""f— If— 77(2)2K2 _ 77(4)4K4 o n(2n2)nK2n ’
s s s
~rs ~[2s s s 74 2 7 "
(8]-9) Egn:{g.f - E%H_'gl]f = R[ ’1]f — R[2 A1 A_(iZ_I{? .. >\( :;2‘K2 ,
1 fils— fils 1 8y 8, ]. K
D) Bldt® s — B = 5 (R § _ gleim gy 6(3 1
(8.20) i A
_BBKs @ — DKy
83 sZn—l .

With minor modifications, the discussion of Sections 7 and 8 applies to any of
these formulas. The quantity E’Z[u;f is simply replaced by one of the quantities
on the right of Eqgs. (8.18), (8.19) or (8.20). Theorem 8.1 is valid, except that in the
case of (8.15) the numbers v, satisfy

(8.21) b s, s>1
in place of |us| = 1. Thus (8.1) is replaced by

o0

(8.22) Zﬂﬂmﬂ<%.
s=3+
This in turn leads to a slightly more stringent practical convergence criterion
P.C. 3, P.C. 4. The author has not come across any case in practice in which (8.15)
seems to be preferable to (7.5).
The final two formulas (8.16) and (8.17) do not involve If, but involve slightly
more sophisticated summation operators. These are alternating sums and can be
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expressed in various forms. For example
R[s,l]f _ R[Zs,l]f — % (R[s,llf _ R[s,O]f)
(1/25)[% f(0) — f(1/2s) + f(1/s) — £(3/2s)
+ o+ B

This is sometimes called an alternating trapezoidal sum and uses the same function
values as a trapezoidal rule, but with alternating signs. Similarly

1) ¥ETIS = RUG) = (1/26)[f(1/45) — (3/4s)
+ f(5/4s) — -+ — f((4s — 1)/43)]

is known also as the alternating midpoint sum.

These formulas have a slightly different ‘cost structure’ from that listed in
(8.10), (8.11), (8.12). Item (i) does not appear. Item (iii) is about twice as expensive;
to obtain the same accuracy roughly the same value of §is involved, but Rs:!If has
to be replaced by one of the operators (8.23) or (8.24), which involve about twice the
number of function values. In the caleulation of S this additional expense is
unavoidable. In the calculation of C¢f if the value of If is known, the use of (7.5)
in place of (8.16) leads to a much shorter caleculation.

In formula (8.17), (8.20) the parameter K; is arbitrary. However, it should
invariably be replaced by K, since this involves only function values:

(8.25) Ky = —2(f(1) — f(0))/ () .

9. Calculation of Parameter K,. In the implementation described in the
previous section, the numbers K», (¢ = 1,2, - - -, n) havebeen treated as parameters.
In fact, the exact formulas such as (7.2), (7.3) are identities in the set of numbers
K, and are valid whatever choice is made. The choice Ky, = K, where K, is
given by

(9.1) Kaq = 2(=1)*' (%0 (1) — £2(0))/ (2m)™

is suggested because this choice leads to a faster ultimate rate of convergence of the
sequence E‘le‘i'zf. Specifically, if we define AK2, by

(8.23)

9.2) Ry = Kzq + AK,,
then we have
(9.3) Eif ~ 0@ ®*?) ass— o,

but using (7.3)

_S@AK:  fWAK, | (@n)AKs,
82 84

(9.4)  Hl + EhiS,
so that, unless K, = K, giving AK, = 0, we have
9.5) Eilif~03E™ ass— » .

In the example of the previous section, we have seen the effect of choosing K, = K,
= = K,, = 0. This is the same as choosing n = 0 and is done at the cost
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of introducing a high value of § and consequently a large number of function
evaluations.

If the function f(z) is known in analytic form, the derivatives may in principle be
calculated analytically. Depending on the structure of the function and the time
available, it may be too tedious to do this after perhaps some low-order derivative
has been expressed analytically. Hopefully, automatic algebraic manipulators may
become more readily available and remove the necessity for the rest of this section.

The subsequent discussion is restricted to the cases in which analytic differentia-
tion is not a viable alternative, and some numerical expedient based on function
values f(x;) has to be used.

Before commencing such a calculation, or including the facﬂlty for such a
calculation in an automatic code, one must give some attention to the accuracy
required for these derivatives. The general situation here is one of balancing the cost
of caleulating K,, accurately against the cost of calculating a possibly large number
of the rule sum approximations R 1f. In fact, the discussion in the previpus section
about the choice of n represents an extreme case of precisely this sort of balance.
There the choice presented was between extremes. Either Kz, = 0 or Ka, = Ko,
Here it is more delicate. With increasing effort we may attempt to make Ks, suc-
cessively closer to Ki,. At what point should we be content with the accuracy at-
tained? The reason we calculate K,, at all is to try to arrange that 5, the value of
s for which

(9.6) | Biaf] < 2e,

is as small as possible. A glance at (9.4) indicates that we would like the effect of
the terms {(2¢) AK.,/s* to have died out by the time the value s = § is reached.
But in general the value of §is not known at this stage. However, if some estimate
is available, the accuracy required might be chosen so as to satisfy

(2Q)AK2<1 <

T _2¢
8‘1

(97) q=1,2,"';"

or some similar eriterion. If we define

(9.8) Fl)=f@+1) - f@)

this requirement becomes

(21r8)
2¢(2q)n
While this should not be treated as a precise relationship, it is qualitatively il-
luminating. For example if we are willing to go as far as § = 6 (a total of 13 function
evaluations for the rule sums) we find that the accuracy requirement for F’(0)
may be relaxed by a factor of about 900 for the calculation of F/”’(0). (However,
one should bear in mind that it is the absolute accuracy which is under consideration
here. The actual values of |F @~ (0)| may increase with increasing ¢, leaving a much
smaller factor in any calculation based on relative aceuracy criteria.) If subsequently
the estimate § = 6 turns out to be too high, the use of these inaccurate derivatives
may force the actual value of § up to 6. On the other hand, if subsequently the
estimate § = 6 turns out to be too low, we have used over-accurate approximations

9.9) [AF®1(0)] <

q=1,2,...,n'
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for the derivatives. In neither case need the calculation be abandoned or modified.
We now mention briefly three numerical methods which might be employed to
calculate the derivatives. The first two could be applied directly to the function

(9.10) F)=fx+1) - f)

to evaluate the set F©@(0), ¢ = 1, 2, - -+, 2n. (The even-ordered derivatives are
required if the sine Fourier coefficients are also being calculated.) Whether or not
the calculation is arranged to caleulate F(©(0), or to calculate f@(1) and f@(0)
separately, any accuracy check at intermediate stages should be based on the value
of F@(0). For example, if f(x) is nearly periodie, F©(0) may be small while f@ (1)
and f@(0) are nearly equal larger numbers.

Method 1. Finite-difference approximations. Standard formulas and codes exist
for the evaluation of derivatives in terms of tabular points. These are rarely used
because of the undue amplification of round-off error in the final result. In this
calculation, the use of inaccurate approximations for the derivatives is corrected
at a later stage in the calculation. Essentially a formula of the type

(9.11) F@(0) ~ __ﬁ:jN aq,;F (jh)

may be used, the approximation being exact apart from round-off error if F(z) is a
polynomial of degree 2N or less. These techniques are described in Milne-Thompson
[15], Bickley [2], Kopal [10], and Ballester and Pereyra [16].

Method 2. Interpolation for derivatives in the complex plane. A different approach,
which is convenient for obtaining approximations to a set of ‘normalized’ Taylor
coefficients r¢f(®)(zy)/s! with a uniform accuracy er.c., is described in Lyness [13].
This requires that f(z) is analytic within a region in the complex plane which in-
cludes the circle |z — o] < r and is based on complex function evaluations f(z;) at
points on the circle |z — zo| = 7. The formula used for these approximations is

Tsf(s)(xo) 1 J orijs /N 2w ij /N
0.12) = 2 T o ™), 8=10,1,2, -, N — 1,
: Jj=1

and on the basis of the same set of N complex function values this formula provides
approximations of polynomial degree N — 1 to f(zo) and its first N — 1 derivatives
at xo. So long as f(2) is a real function of z when z is real and xz, is real, only about
N/2 separate complex function evaluations are required since advantage may be
taken of conjugate pairs, i.e., f(xo + re®) = [f(xo + re~*)]-.

While a particular formula is specified once r and N are provided, an automatic
code may be constructed (see [13]) in which » and er ¢, are provided and the routine
attempts to determine N in such a way that the error Af® (xo) in the result satisfies

s (8)
(9.13) 7"—Af87—@‘ﬂ<e<p.c., §=0,1,23, .

The routine then returns a set of normalized Taylor coefficients together with an
error estimate which may be larger than erc. if round-off error has necessitated
this but which is generally smaller than erc..

An automatic routine of this type requires input parameters r and er.c.. In view
of (9.9) and (9.13) we should choose these to satisfy the set of inequalities
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erc.(2¢ — ! < (278)*

rat 2¢(2g)n ©
It appears that if this inequality is satisfied for ¢ = 1 and ¢ = n it is automatically
satisfied for ¢ = 2,3, - -+, n — 1. If n = 1 any choice satisfying

(9.14)

=12 ---,mn.

€r.c. (27r§)2
(9.15) " % (@) €
is satisfactory. For other values of n, an approximate solution of the equations
obtained from (9.14) for ¢ = 1 and ¢ = n by replacing the inequality by an equality
is

rz2n+3_

(9.16) o5, 5 eroc.3e (n=6).

Method 3. Global polynomial approximation based on trapezoidal rule approxi-
mations. There is a technique, described in Lyness and Moler [14], which is de-
signed to calculate precisely the quantities required. This is based on treating the
Euler-Maclaurin formula in the same way as we treated the Poisson summation
formula in Section 6. This leads to what is essentially a modification of Romberg
integration. This technique makes use of precisely the rule sums which are being
calculated in any case, and at first sight it seems that the derivatives may be
calculated at an insignificant additional cost.

To illustrate the theory we consider Eq. (3.17), which may be written in the
form

[(p—iﬂ] A (Zq)qu

(©0.17) RS - RP™f = U B — B

q=1

If we set p = 2N -+ 2 and write this equation down for N distinet values of m,
say mi, ms, - - -, my, and disregard the remainder terms, the resulting N equations
may be considered to be a set of linear equations in the unknowns Ks, ¢ = 1, 2,
..., N. Infact, should f(2) be a polynomial of degree 2N -+ 1 or less, these equations
would be exact since in that case the remainder terms are precisely zero.

This set of equations has an associated matrix of the Vandermonde type which
may be inverted analytically. However, there exists (see [14]) a generalization of the
Neville-Romberg algorithm. Using this, the calculation may be undertaken in a
manner which is a slight generalization of Romberg integration. That is, a solution
for K, K4, - - -, Kon based on mesh ratios my, ms, - - -, my may be up-dated after
the calculation of RIm11f — RimAlf m = my,, by extending a generalized T-table.

If Eq. (3.15) is used instead of (3.17), the procedure includes a standard Rom-
berg integration as a subset of the calculation.

This method fits very neatly into the general theory. In earlier versions of an
automatic code this method was used and its defects were discovered experi-
mentally. Like the other methods described above, it provides an approximation
for f@(1) — f@(0) of polynomial degree 2N + 1. However, this method relies on
global polynomial approximation (over the whole interval [0, 1]) rather than local
polynomial approximation in the neighbourhood of an end point. Thus to provide
accurate approximations the function f(z) should approximate a polynomial over
the entire interval. Otherwise, grossly inaccurate approximations are obtained.
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A second extremely annoying feature of this method is that it may interact with
the rest of the calculation. This is illustrated below by a simple example, in which
Eq. (7.5) is being used.

We suppose that 2n = 8 and that the derivatives and the integral are calculated,
using mesh ratios ma, ms, ms, m4, ms. In this case we have calculated approximations
If and Ka,, g = 1, 2, 3, 4, which satisfy the equations

R['""”f Tf E §(2Q)K2q 1=1,2,34,5.

These may be written
BneVf=0, i=1,2,34,5.

Thus when we come to calculate the set of values

Baly, s=1,2,3,---,2n+2=10
we should find the five members of this set for which s = my, ms, ms, m4, and ms to
be identically zero (rounding errors apart). That is to say we have managed to
choose approximations to the derivatives in a manner specifically designed to upset
the convergence criterion.

Once this situation is noted, it is quite easy to take care to see that it is not taken
as an indication of convergence. However, the interaction may not be as specific
as this extreme example indicates; the apparent gain (obtaining derivative approxi-
mations at no additional cost) may be completely offset by having to use a much
more carefully constructed practical convergence criterion and consequently
additional function evaluations.

10. The Approximation Error '(mf — ('), In the previous two sections, the
emphasis of the discussion is on how to apply the approximation formula to obtain
results of specified numerical accuracy. In this section we look at the resulting
approximation and derive some simple theoretical properties of the error functional
Cmf — Cmf. The approximation (™ is specified once the following information
is available:

(1) The values of parameters » and 3.

(ii) The values of parameters Ky, (¢ = 1,2, - - -, n).

The principal results in this section involve K, only through AKs = Kzy — Kag,
where K, is given by (7.4).

We now discuss the polynomial degree of the approximation C¢f. If f(x) hap-
pens to be a polynomial of degree 2n + 1 both the Fourier coefficient asymptotic
expansion (3.3) and the Euler-Maclaurin asymptotic expansion (3.15) are finite
series having n terms. The remainder terms satisfy

(10.1) Cidaf =0, ERf=0

since both integral representations (3.5) and (3.9) involve an integrand with factor
f@+2 () and this is zero. This introduces considerable simplifications into many
of the formulas we have derived. Thus we may write in place of the exact result
(7.2), (7.3) the simpler formula
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(10.2) 20™f = il K

Also, since

(10.3) Bty = — 3 @O gy
we may express (7.5) in the form

(10.4) 20 f — ZK“ Z EWQ)AK”-

=1 /m q=1 (ms)
It follows from (10.2) and (10.4) that

~(m m 2\ AK. 20)AK
(10.5) 20™f—C™f) = D~ T , 3 £C0AK,, K
=1 m Ein = (ms)™
If the quantities AKs, (¢ = 1,2, - - -, n) are also zero then the right-hand side of

(10.5) is zero and the approximation ¢/™f is exact. Naturally, AKj, is zero if exact
values Ky, = Ks, have been used. Also AK,, is zero for the functions under con-
sideration (polynomials of degree 2n + 1) if the derivatives f@ (1) — f@(0)
which oceur in K,, have been approximated using a method which is exact if f(z) is a
polynomial of degree 2n + 1. Specifically, all three methods given in the previous
section have this property so long as the parameters N, 2N — 1, N in Methods 1, 2,
and 3, respectively, exceed 2n. We state this result as a theorem.

TuroreM 10.6. The approzimation C™f given by (7.5) is exact for polynomial
functions f(x) of degree 2n + 1 so long as AKsy = Koy — Kog (g = 1,2, -+, n)
18 zero for such functions.

We now consider the trigonometric degree of the approximation. If f(r) is a
trigonometric polynomial of degree §, it has the form

(10.7) flx) = 4o+ Z A, cos 2mrx + E B, sin 27rz .
r=1 r=1

Two results follow readily. These are:

(10.8) K,=0, g=z1,

(10.9) RUMf=TIf=A4,, s>5

Consequently, if we set Kz, = K, in the exact result (7.2), (7.3) we find
(10.10) 207 f = 3, w(@B™f— If)
s<s/m

while the approximation (7.5) has the form
(10 11) 2C(m)f Z A1{241 (R[ms l]f If Z §(2Q)AK2<1> .

sSs/m ¢=1 (ms)
These are clearly identical so long as AKy, = 0 (¢ = 1, 2, - - -, n). This happens
automatically if Methods 1 and 2 for the derivatives have been applied to

(10.12) F) = f@+1) — fx)
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since all function evaluations of F(z) are zero; but it generally does not happen if
Method 3 is used, nor if separate applications of the same method have been used
to approximate f@(1) and f@(0).

TaEOREM 10.13. The approzimation C™f given by (7.5) is exact for trigonometric
polynomials f(x) of degree 5 ((10.7) above) so long as AKz, (@ = 1,2, « -+, n) s zero
for such functions (or if n = 0).

We now derive an approximation error bound of a conventional nature. This
bound is similar to standard error bounds for quadrature rules of specified degree
in that it contains a term with a factor

(10.14) Manye = max | f&(2)] .
0=z=1

It also contains terms having coefficients AK,,, since unless these are zero, the re-
sult is not of polynomial degree 2n + 1.
We deal with the simpler case in which m > 3 first. In this case, the calculated

value €' f is simply
(10.15) 20™f = ;5—23 m >3

while the exact value may be expressed in terms of its asymptotic expansion (3.3) or
(10.16) 20 f = Z Ksq !4 2051 .
The approximation error is therefore
(m) (m) Aqu (m) <
(10.17) 2(C™f — Cc™f) = Z) —205Msf, m>5§.
m*

Applying the intermediate value theorem to expression (3.5) for the remainder
term, we find

m > 3S.

Am) o ~m) 1 K JAK,| Mnis
(1018)  [C"f—C™fl =5 X T Grm)™ T
AF

If we express AKs, in terms of AF©@1(0) as in (9.8) this gives

. m AF<2"-” 0 M5, <
(10.19)  [E™F — ¢y < 2 | )2(q I e, m>
This depends on § in the sense that it is valid only if m > 3.

We now proceed to the more complicated case, that in which m < 5. Here we
shall obtain a bound of the same general structure. The difference is that factor
(2mm)? occurring in the denominator will be replaced by (2x(5 + 1))2¢! and certain
different multiplying constants occur as coefficients in each term. The bound is
rather pessimistic since certain sums and integrals are bounded in magnitude by
sums and integrals of the corresponding absolute quantities in a conventional
manner.

We proceed, as in the derivation of Theorem 8.1, to take the difference between
C'f given by (7.2), (7.3) and C'™f given by (7.5). Taking into account relation
(9.4), we find
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(10.20) 2(6™f —C™f) = - 3 m(E%n“‘ . Z§(2Q)AK”>-

Py =1 (ms)™

This is of course an exact relation. In fact, in the case m > 5, Eq. (10.17) above may
be derived from it by M06bius inversion. We proceed to calculate separate bounds
for each of the n 4 1 terms on the right-hand side of (10.20). Some of the details
of this calculation are given in the Appendix. In particular, we use the inequality

A
Lerp= M=

whose proof involves placing a bound on the generalized zeta function {(s, ). Using
this we see that the magnitude of the gth term in the sum over ¢ in (10.20) is
bounded by

(10.21) | X p/(ms)¥| <

s>5/m

521, ¢g=1

T §QoIAK| _ 7 ¢Q@oAF®TV )]
4 s+ 1) 4r @Qr(3+ 1)
The first term on the right of (10.20) (and the only term which occurs if AK,, = 0)

may be bounded if we use the integral representation (3.9) for the error functional.
Thus

(10.22)  ¢(29)|AKq,|

Z__""i_

m (ms)*

1 —
s n B2 — Bonia(l — sz
IE%’H}% S2n+2 /; f(z i () k2 2n 2_:22()1 ) d
(10.23) !
M |Banta|  _ 2Manyaf (20 + 2)
32"“ " (2n + 2)! (2ms)™**

Here M s, is an upper bound on |f@+2)(z)| given by (10.14) and we have used the
fact that the kernel function in the integrand is of definite sign and also the identity
(3.12). A calculation similar to that which led to (10.22) yields

2M it On +2) 1

(27!’) 2n+2 [y | k2n+2

> B f

sS5/m

< E |Binf] <
(10.24)
_'_7_ X M2n+2§'(2n + 2)
4 Qe+ 1)
Introducing inequalities (10.22) and (10.24) into (10.20) we find the approximation
error bound to be

05) (G ¢ — o %@ _[AF*TPO] | 7 @n+ )Mo
1028) |77 = €7 < ; 8m  @r(s+ 1) 8T @2r(s+ 1))

The factor 7¢(2¢)/8x lies between 1/2 and 1/4. This bound is valid for all m. It is
natural to compare it with the bound (10.19), which is valid for m > 5 only. That
bound is clearly less extravagant. The inequality (10.25) is independent of m, while
that in (10.19) depends on 5 implicitly through the condition m > 5. A rough overall
bound which retains the essential features of both is obtained by replacing § + 1 in
(10.25) by the quantity max (m, § + 1) wherever it occurs. In this way the overall
accuracy is reflected in the bound. There is a roughly constant accuracy for m =<
5 + 1. For higher values of m the accuracy increases with m.
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11. Discussion. The methods described in this paper for the calculation of
Fourier coefficients all stem from one of Egs. (6.11), (6.13), (6.14), and (6.15). These
equations are fundamentally variant forms of the result of M&bius inversion of the
Poisson summation formula. It is convenient to refer to these methods collectively
as “The Calculation of Fourier Coefficients by Mobius Inversion of the Poisson
Summation Formula’ which will be abbreviated by the initial letters MIPS.

In recent years there have been many different methods suggested in the
literature. In the interests of brevity we consider only the two which are possibly
most familiar. These are

1. Finate Version of the Fast Fourier Transform (FFT).

(11.1) ¢ f = R,
where
(11.2) ¢ (x) = f(z) cos 2mmx .
2. Filon-Luke Formulas (FLF). These are of the form
(11.3) Cf = a@u)R™
(11.4) C™f = BOR"m + ¥ 0n)R" "6
where ¢,(z) is defined above, and
(11.5) O = 27m/2s
(11.6) a(8) = (sin 20/26)*
11.7) B(6) = 2[6(1 + cos §) — 2 sin 6 cos 6]/6°
(11.8) v(8) = 4[sin 6 — 6 cos 8]/6° .

Formula (11.4) is known as Filon's Rule (Filon [5]). A set of formulas of which (11.3)
and (11.4) are the first two members has been derived by Luke [12].

The Fast Fourier Transform (FFT) method is designed for a particular set of
circumstances. In general, an infinite integral is being approximated by a finite
integral. Thus any polynomial approximation is not really appropriate since the
functions involved do not approximate polynomials globally. Then in the calcula-
tion of a set Cf (m = 1, 2, ---, 2s), the user is not interested in individual
accuracy, but rather in the properties of this set of numbers as a whole (Gentleman
and Sande [6]). Usually the general situation is one in which function values f(z;)
at regularly spaced intervals may be obtained at virtually no cost. The principal
cost is the organization of the calculation of the set of quantities Cf, m = 1, 2,
- -+, 2s from the two sets f(j/2s),7 = 1,2, - - -, 2s, and cos (27j/2s),7 = 1,2, - -,
8/2. A great amount of ingenuity has been expended on this particular data handling
problem (Cooley and Tukey [3]). )

The Filon-Luke formulas (FLF), and the methods based on Mobius inversion
(MIPS) described here are more appropriate in a rather different set of circum-
stances. Here a general function, rather than one derived from approximating an
infinite interval by a finite interval, is being considered. The intention is to obtain
accurate individual approximations. And the cost of function evaluations is the
significant cost.



132 J. N. LYNESS

The possible user should obviously decide to what extent his particular problem
conforms to either of these two significantly different situations.

We give under several headings below what we consider to be the significant
properties of the three methods. Together with the remarks made above, a possible
user should check this list to see which method seems to be most appropriate in his
case. The list also brings out some major theoretical differences.

1. Each of the rules may, if necessary, be expressed in the form

é(m)f = Z Wi(m)f(xj) ’ m=123,---.
J

That is, in terms of a single set of function values, a set of Fourier coefficients may
be calculated by assigning different weights to each function value for each different
Fourier coefficient. ‘

2. Unless f(x) and some of its early derivatives are continuous, none of these
methods is particularly efficient. However, each is ‘robust’ in the sense that each
will ultimately give a sufficiently close approximation if enough function values are
used so long as f(x) is continuous. Thus,

lim 0™f=Cc"f; lImC™f=C"f; fe&Co1].

3. Simplicity of Calculation. Both the FFT and the FLF require the set of
coefficients cos (277/2s). In each of these a calculation such as that carried out by
the Cooley-Tukey algorithm is necessary. The FLF require in addition the evalua-
tion of coefficients such as 8(6.), v(6.) and a subsequent calculation. On the other
hand, the MIPS calculation requires as data the values of u; (s = 1 - - - 5) and the
Bernoulli numbers Bz, (¢ = 1, 2, - -+, n) (or in the case of the sine Fourier co-
efficient, Euler numbers Es,—1 (¢ = 1, 2, - - -, n)). The coefficients cos (2mj/2s) do
not oceur explicitly.

4. Flexibility and Error Criterion. In an actual calculation it is sometimes
necessary to subsequently improve the accuracy of the approximation. In fact, if
the intention of the user is to obtain an approximation of specified accuracy e, it
is difficult to use either the FFT or FLF methods unless approximations cor-
responding to different values of s are obtained and the accuracy estimated by
comparing these different numerical results. In either case, the only reasonable
option is to use values s = sy, Sz, - - - where s; = 2s;_1. In this way all previously
calculated function values are used, but the cost of each step is approximately the
same as the cost of all the previous steps put together, and provides a considerable
increase in aceuracy.

On the other hand, the accuracy of the MIPS approximation may be increased
by increasing the value of 5 by 1, as described in Section 8. This obtains a marginal
improvement at a marginal additional cost. Proceeding in this way one ultimately
uses an appropriate value of § automatically.

5. Additional Information. A property of the MIPS method not shared by
other methods is that information such as the value of If or the values of the
derivatives f©@(0), (1) may be incorporated in a simple manner into the formula.
This has the effect of reducing the number of function values required.

6. Polynomial and Trigonometric Degrees. It was shown in Section 10 that under
certain conditions the MIPS approximation has degrees 2n + 1, § respectively. The
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corresponding degrees for the FFT are 0, 2s — m. The FLF are constructed to have
specific polynomial degrees. The first two members of this sequence (11.3) and (11.4)
have polynomial degrees 1 and 3 respectively. All have zero trigonometric degree.

The comparison of (11.1) and (11.3) is interesting in this context. They differ
only through the factor a(6,). Thus (11.1) is exact for trigonometric polynomials of
degree 2s — m, but not for the function f(x) = z, while (11.3) is exact for the func-
tion f(z) = x, but not for the trigonometrical polynomials. On the other hand (11.1)
gives an absurd result for m > 2s, i.e., ((m+2)f = (/(mf while (11.3) may give an
inaccurate result, but one of the correct order O(m=2).

7. Location of Abscissas. Both the FFT and the FLF require function values
f(3/2s) located at equal intervals. This is particularly convenient if f(x) is tabulated
at equal intervals and there is an integer number of such intervals in the interval
[0, 1]. It may also be convenient if the function values have to be derived using a
recurrence relation, as perhaps in the solution of a differential equation. The MIPS
method is not so convenient. The function values required are f(j/k) for j = 0, 1,
c+.ykandk = 1,2, - -+, 5. While in general many fewer function values may be
required, the particular location of the abscissas may introduce some complication
at an earlier stage of a large scale calculation.

In the cases in which a function subroutine is available, the actual location of
the abscissas is not important, and all methods are equally convenient in this
respect.

8. Number of Function Values per Period. It is stated in many books such as
Davis and Rabinowitz [4], Hamming [8] that a requirement for a meaningful
calculation is that the function values occur sufficiently densely so that each period
of the function f(x) cos 2xmz includes more than one function value. This certainly
seems to be valid if either the FFT or the FLF are used. It is an interesting feature
of the MIPS method that there is no restriction of this type. In the example in
Section 8 the first 1000 Fourier coefficients are greater than ¢ = 10~%. However,
these were calculated using only 33 function values together with the exact deriva-
tives and the value of the exact integral. If a formula based on (8.23) is used, 241
function values are required explicitly and a further 24 to obtain adequate deriva-
tives numerically. The integral If is not required. Based on 265 function values,
any of the integrals Cf, 1 < m < 1000 may be calculated in a meaningful manner.
The period 1/m of any particular integrand does not enter into the calculation at
the stage when function evaluations are being made and so does not affect their
location.

The author does not wish to give any value judgement on the respective merits
of the three methods discussed in this section. Several sets of numerical calculations
have confirmed that there are examples in which any of these might be considered
superior. In Part II various extensions of the MIPS method will be presented to
handle problems for which no standard method exists. These extensions introduce
more sophisticated coefficients, but otherwise have a close resemblance to the
methods described here.

Appendix 1. Incidental Constants Occurring in Formulas. The MIPS routines
require surprisingly few constants. The Riemann zeta function and its variants
occur only in the following combinations:
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2(=1)""%(2q) _ B

2r)™ @t
2(=1)"n(2q) _ 2= 2" By,
2m)™ 2 2V’
2(=1)""\(2q) _ 2" —1 By,
(2m)™ 2% 2V’
2(—1)‘1—16(2(1 —1) — Eog s
2m)?! 427129 — 2)1

By, and E}, are Bernoulli and Euler numbers (see Abramowitz and Stegun [1, p.
810]). The early values (those needed in all but the most extensive calculation) are:

_11 1.5 691,
30’42’ ~ 30’66’ 2730’

Ea(g=0---6):1, —1, 5, —61, 1385, —50521, 2702765 .

The other constants required are Mobius numbers (see (5.5)), and the value of 2.

Bay(g=1--6)i—,

Appendix 2. Bound on {(q, @), @ > %, ¢ > 1. The bound given here is useful for
large values of a. The function f(z) = x~¢ is convex downwards (f”(z) > 0) for
z > 0. Consequently any midpoint trapezoidal rule approximation to the integral

/w z Yz = =3~ L)
a—1/2

1—gq
gives a lower bound to this integral. It follows that
1 (a — —2')1-q
, Q e <
$(ga) = ( @ + =g

and by elementary manipulatlon

a+ 3l _ 1 [ 3/ 1 }
(@ a) < {1+ l}éaq‘l{a(q—l)+q—l’ gz 2.

Appendix 3. Proof of Inequality (10.21). Here §, ¢ and m are all positive integers.
Let a be the smallest integer greater than 5/m. Then a = (5 + 1)/m and the follow-
ing set of inequalities are valid:

> we/(ms)| <

8>q/m

1 2 $(2g, a)
— 1/8% = =5~
m* s>;/m / m*?

<582 G+ 1)/m) |
m

Applying the inequality in Appendix 2, we find

1 ~ 1 3/2 1
i §2q, G+ 1)/m) < G+ 1) I:(E + 1)(2¢ — 1) + (29 — l)m] '
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The quantity in square brackets is less than 7/4 when 5, ¢, and m are all positive
integers. This establishes inequality (10.21).
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