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Abstract

A method for calculating the Coulomb energy in a periodic system is
discussed for the case that the number N of charges is large,so that it would
be too time consuming to calculate 1/2N*(N-1) pairs.



1. Introduction

In the first part [5] identities for sums were derived which allow a rapid calculation of
the Coulomb energy of an infinite periodic system. This system consists of a basic cell
containing N charges (with charge neutrality) and all their periodic images. These pe-
riodic images can fill the whole space or, as is required in some applications, only a
two-dimensional layer of finite height. The latter case was not treated by Ewald [2], but
in the present treatment it is just a special case.

An important feature of the formulae derived in [5] is the application to dense systems,
i.e. when N gets large, 10? or more. For the Coulomb energy and the Coulomb forces one
has to calculate % N(N — 1) pairs and therefore the CPU time will increase drastically
with N. It is desirable to have a method for which the number of terms required is not

proportional to N2,

It will be shown that one can proceed in such a way that the CPU time is at most
proportional to N - (log N)?.

The basic idea is simple: one needs a complete product decomposition of the terms
required for the computation of the energy. It turns out that the formulae derived in [4]
and [5] are best suited for this procedure.

2. Product decomposition

In order to illustrate the basic idea we start with a somewhat simplified example. Suppose
we have to calculate an expression of the form

(2.1) S=> fla',a)

1,j=1

and N may be large. For practical applications this means that we need an approximation
for S with a given accuracy.

Assume now that a product decomposition formula for f is known of the form:
(2.2) f(z, 27 Zpg - qo(a?)

More precisely, assume that we know that

L

(2.3) ‘f(xi,xj) — sz(xi) qg(:zcj)‘ <e for 1<i,j<N.
=1

If we now replace f in (2.1) by the product approximation and rearrange the sums we
find

L

(2.4) S

1%

> > e’ 2::1 xj)ze

/=1 i=1

Pp-Q .
1

1



The important feature of the approximation (2.4) is now that we have to calculate 2L - N
terms instead of N? terms.

This procedure can be applied to both the Coulomb energy and the Coulomb forces,
but it is somewhat delicate since the associated formula (2.2) puts a condition on the z°
and 7.

3. Application of the product decomposition method to the
calculation of the Coulomb energy

We first reproduce the formula for the Coulomb energy (Eq. (3.30) in [5]). The basic cell
is assumed to be the unit cube

C:{@y2)| |2l <5 I <5 121 < 5)

and the N charges ¢; C C have coordinates (x;,y;, z;). We then introduce the following
notations

pig(m) = [(gi—y; + 0%+ (21 — z +m?z, tmeZ
Belp,z] = 4> Ko(2mp- p) cos(2mpz), p>0
(3.1) =t Ky = Bessel function
Lly,z] = log{l —2 cos(2my) e 271l 4 e=4mlzl}
Qo = —1.942248. .. .

Then the Coulomb energy contained in C' due to the N charges and all their periodic
images is given by

1 N 00
E = 5 Z Qin{ Z Belp;;((,m), z; — ;]

i#j=1 ml=—o0

— Y Llyi —yj, % — zj +nl
(3.2) S

N 9 N
+ 3 (X @) + 2n((m - %) —a =)} + Q- > d
i=1 i=1

2y N 2
=. EB‘FEL‘F?D +EZ+QOZQ’L7

i=1

with the obvious definitions of the five energy contributions, and Z = (x,y, 2).



Remarks:

a)

If the periodic system is only in x, y-direction and z ranges in a finite height then
the corresponding expression is (see [5], formula (3.31))

N 00
1
E=3 > g { > Belpy(t,0), 2 — ;] = Llys — v, 2 — 2]

i#j=1 t=—o0
(3.3) . X
— 27|z — Zj|} +Qo-Y q
i=1
with Qg = —1.955013 . ...
If the basic cell is not a cube, but still orthorhombic, the expressions are just slightly

changed (see [4]): puttingx =a-&, y=b-n, z=c-(

pij(L,m) = (2)2 (=5 + 02+ (2)2 GG tm)?,
z[n, ¢] = log[1 — 2 cos(2mn) e~ 2mlcly o e*47r‘<‘-§]

one now has in the place of (3.2)

N 00
E=g 3 ag{ X Beloy(t,m), & —¢
1#j=1 m=—00
(3.4) — > Llpi—n; G —G+n]+2r % (G =G =16 — Cj|)}

n=—oo

N
+Q0(aa ba C) . Z qu
=1

with

Qo(a,b,c) = 2 i i' KO(%M \/(b-m)2+(c.n)2)

/=1 mn=—o0

(3.5) -
—27n & a
-2 nEZIIOg(l —e b) 4y — log (47r E) ,

where v = 0.577216. .. is Euler’s constant and the prime on the summation sign
indicates that the term with (m,n) = (0,0) is to be omitted. The alterations for
the analog of (3.3) are obvious except for ) which now becomes

(3.6) Q(a,b) =4 i Ko(2t - m - Z) +7 — log (47 %) .

f,m=1

If p;;(¢,m) — 0, which is possible for —1 < ¢, m <1, then the two terms Be][,| and
L[,]in (3.2) or (3.3) that become singular have to be combined and yield a regular
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term. One is led to the following result: Set

1 x 1

Glp, z] := \/ﬁjﬂ)fuz ( Vs ) PP+ 11+ )+ ¢+ 1,1 - 2}

(=1

—p(1+2) -1 —-z),

(3.7)

where 1 is the Digamma function and

> 1
C(’I’L,S):kzzo m, n;éO,—l,—Z

is the Hurwitz Zeta-function (a multiple of the polygamma function). Further,

define

Hly, 2] = log(y* +2%) — Lly, 2] + log(47?)

(38) = 2241 (P2 + g5 (v — 6 + 2

+ 28235 (v — 15y12% + 15y%2* — 2%) + higher order terms .

If p;j(¢,m) becomes small (say < 0.1) then the combination Be|p;;(¢,m), z; — x;] —
Lly; — yj, z — z; +m] in (3.3) may be replaced by
Eij = G[pz]<€7 m), T; — .Tj] -+ H[’Tl’(yz —Yj -+ f), 7T<ZZ' —Zj -+ m)]

(3.9)
—5.0620485 .

We now develop the product decomposition for the Coulomb energy as defined by
(3.2). For the term involving the Bessel function this is based on

Lemma 1 (Gegenbauer’s Addition Theorem)
Assume that R > r > 0. Then one has

(3.10) K, [\/RZ + 72 — 2r Rcos gp} = Ko(R) Io(r) + 2 i K,(R) I,(r) cos(vy) .

For the proof of (3.10) and related theorems the interested reader is referred to the classical
book of Watson [6].

For the terms of the form L[y; — y;, zi — z; + m] we can use identities (3.9) and (3.10)
of [5] which lead to the identity given in

Lemma 2 For any 0, with n*> + ({ +m)?> >0, 0 < ( < 1 one has

o > 1
(3.11) a m;OOL["’ C+m]=2 ; 11— exp(—270)) {exp[—2m((1 — [¢])

+ exp[—27L |(]|]} cos(2mln) .




Lemmas 1 and 2 are the basis for the complete product decomposition of the Coulomb
energy. First we now derive the general expression and then in a separate section the
actual calculation is developed.

Let ¢; be a charge in the basic cell C' and g,, another charge which may be in C' or any
periodic image of a charge in C'. Denote by r and ¢ polar coordinates in the (y, z)-plane
so that the distance between ¢; and ¢, is given by

(3.12) p(i,n) = /12 + 12 — 2rir, cos(pi — o) -

For the moment a convenient assumption is that all charges in the basic cell C' are ordered
according to their distance to the center in the (y, z)-plane and one has
V2

(313) 0<T1<7’2<...<7’N§7.

We will skip the strict inequality signs later on. In this notation the part of the Coulomb
energy in (3.2) involving the Bessel functions may be written as

(3.14) Z ¢ Y qn Belp — ] .

n>i

We can then apply Lemma 1 and the addition theorem for cosines to find the complete
product decomposition in (3.14). To this end, it is convenient to introduce the following
abbreviations:

cpi = cos(2mpx;)
Spi = sin(2mpx;)
c; cos(V - ¢;
(3.15) sy sm((l/ f;))
K} K,(2mp - ;)
Iy, = LQ27mp-m).

In this notation one gets

Be[p(i,n),xi - l‘n] = 4 Z (Cpi Cpn + Spi - Spn) {Kgn ) ]191 +

(3.16) =t
2 Z K;)’n-[;)’i(cf~c;+sf~s;)} )

v=1

For the application of (3.16) a rather careful analysis is necessary and this will be carried
out in Section 4.



We also need the product decomposition of the term

Lij=— Y Llyi—yj,z—z+n].

n=—oo

It is again convenient to introduce the following abbreviations:

ep = exp(—27)
e; = exp(—2mz)
(3.17) e, = exp(—2n(l—2z))

Cpi = cos(2mpy;)
sin(2mpy;) .

Spi
Then Lemma 2 and the addition theorem for cosines immediately lead to

(318) Lij =2 il m {(62 . éj)p + (Z_Z)p} (épz . épj + =§pi . §pj) .

Of course this is only defined if 0 < z; < z; < 1. Finally the contribution to the energy
stemming from the term

1
3 > aiq; ((zi — 2)* — |2z — 2]) = E.
i7]
can be rewritten such that 3 N(N — 1) pairs (i, j) are avoided:

Using the charge neutrality some algebra shows that one can write

N-1
(3.19) E.=2m Y q (Di+Qiz)— D2
i=1
where we have set
N ' N i
i=1 j=i+1 j=1

4. Calculation of the Coulomb energy

4.1. Estimates for truncation errors

We first analyze the convergence behaviour of the term Be[p(i,n), x; —x,] in (3.14). Since
we are dealing with sums of alternating signs it seems sensible to assume that if all terms
occurring are given with an error less than e™, where a is a measure for the accuracy
required, then the total sum has the same accuracy.

Now

(4.1) Belp,x] =4 i Ko(2mpp) cos(2mpr) |

p=1



and the error if we truncate the series at p = P can be estimated as follows

> Ko(2mpp) cos(27rp:c)‘ < Y Ko(2mpp) </ Ko(2mpp) dp .
p=P+1 p=P+1 P

For the integral we can use the estimates given in [1], p. 481, # 11.1.18 leading to the
bound

> 5.016 1
(4.2) 4 > Ko(2mpp) <

exp(—2mp - P) =: Felp, P] .
= 2rp  2mp- P

The estimate (4.2) is not applicable for P = 0. For this case one can determine the
values p directly for which

(4.3) Belp,0] <e .

This condition determines the cut-off distance R.: if p(i,n) > R. then all charges ¢, may
be neglected whose distance to g; is greater than R,.

In figure 1 we show a plot of 10° - Be[p, 0]. It tells us e.g. that for an error < 1075 one
has R, = 2.24.

Belp, 0]

Fig. 1

For a given distance p on the other hand the number P giving the term Be[p, x| with the
required accuracy is defined by the smallest number P = P,(p) € IN such that

(4.4) Fe[p,P] <e™.



As an illustration we show in Figure 2 some typical curves P,(p)

P.(p)

40 +

30 T

20 1

10 + /a =14

= a=12
a =10
T T T T T T p

Fig. 2

The next important information concerns the number of v-terms needed in the Gegenbauer-
Theorem (3.10). This now requires by (3.16) that

(4.6) 8 S K (R)L(r)<e.

v=y+1

In our applications typically 0 < r < R < 15 so that we may assume that v > R and
the asymptotic expansions for large v are valid as given in [1], p. 378, # 9.7.7 and 9.7.8.
reading

ern(z) O ug(t(z
(4.7) L(v-z)= \/;T—y 1t {HZ ﬁ}

T e—vn(z) 0 un(t(z
(48) Ky<y . z) — 5 m {1 + kz::l (_1>k k(IZE ))} :

(4.9) n(z) = V1+ 22 +log (H;m)

(4.10) t(z) = (1+ 22712,
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The functions wug(t) are given in [1], p. 366, #9.3.9. The first three are

_ 3t—5¢8 . 8(t2 — 462 t* + 38515)

We now set v -z = rin (4.7) and v -z = R in (4.8). The important term now is the
combination

(4.12) exp (1/ : n(g)) - exp ( - 1/77(%)) =: Pr(v,r, R) .

After some rearrangement one finds

(4.13) Pr(v,r,R) = (%)V exp [ - ’/(w(g) B UJ(EM )

where w(s) = v1+ s? — log(1 + V1 + s?).

For |s| < 1 we can expand w(s) in a power series:

2 84 86 5. 88

S
— {_log24+ 5 5
w(s) st T T390 10

= 1—1log2+ wo(s)

(4.14) T

with the obvious definition of wy(s). The important point now is that the “large” term
v(1 — log2) cancels, and we can write

(@15) 1) Ko(B) = oo (1) e [~ w(un(5) ~uo(2))] - 02(5) - ()

v

where we have abbreviated

(4.16) Up(s) = (1 + s?) —i-{1+i wlt }

(4.17) Us(s) = (1 + s° *i~{1+z ) ur(tls ))}.

vk

Note that U;(s), Us(s) are close to 1 for s small, i.e. for large v.

For v > R > r > 0 one has the simple estimate

(4.18) L(r) K. (R) < % (%)

We now return to (4.6) and use the bound (4.18) to deduce

Wy s 3 mmLe <t [0 1m0

v=y+1



where F(s) denotes the exponential integral (see [1], p. 228) for which we may use the
bound ([1], p. 231)

(4.20) Ei(s) < B e .

Combining (4.19) and (4.20) we arrive at the truncation condition for v (setting A =
log(7}))

4
(4.21) — e < e,
YA

We can put this into a more convenient form. Set

(4.22) f(s) =s+1log(s)

and let a be the solution of

(4.23) f(s) =a+log4.

Then the cut-off condition for the largest values v = « to be taken for given accuracy a is

(0%

(4.24) v > log(®) -

As a last item we need the cut-off condition for the sum on the right of (3.11). This
requires

> 1
(4.25) 2 > —exp[-2nl-d <e
f=L+1 t

with d = |z; — 2| or d =1 — |z; — 2;|. Again we have

(4.26) 2 > 1 exp[—2nl - d] < 2 /OO % exp[—2nd - ¢]dl = 2E,(2nd - L) ,
L

{=L+1

and therefore the calculation leading to (4.24) can be repeated and one arrives at

B
4.2 L >
(4.27) —2r-d’

where [ is the solution of

(4.28) f(s) =a+log2.



4.2. Procedure for Ep

The main issue of this work is the calculation of the energy contribution Ep defined by
(3.14) - (3.16) as

Ep = 2 Z 4 Z qﬂZ cpicpn+3pi5pn){K£nIBz
(4.29) ez pel

+2Z Ky, Iy (el i+ s sh) } -

pn ~pr

We assume that the accuracy required is given by the condition that the error is to be at
most e~ a = accuracy parameter. Since a will usually be chosen once for all we omit
the dependence of various quantities on a later on.

The first information we use concerns the “influence region” given by condition (4.3):
only charges ¢, within the region G U C have to be considered in (4.29) (see Figure 2)

z

Fig. 3

The cut-off distance R, is given in equation (4.3).
In C' we introduce a partition into sectorial domains as follows:

Let (7, ¢) be polar coordinates in the (y, z)-plane. Set

2w
=—( (=1,...,L
Pe L ’ ) sy

11



where L will be chosen depending on the number N of charges in C'. Further select a

sequence

V2
0<T0<T‘1<...<TK:7<T‘K+1,

where K will also depend on N. We then define the domains
(4.30) Ske =A{(r, @) o1 <7 <1k, o1 < 0 < @i}
and the annular domains

(4.31) Sy =A(r,¢) |1 <7 <71y}

as well as the disk
(4.32) So=A{(r,p)|r<ro}.

The calculation of Ep consists of two parts: for all charges ¢; € C, ¢, € C UG whose
distances r;, 7, to the origin differ only slightly we calculate pairwise, and for the other
pairs the product decomposition is applied.

a) Pairwise calculation

We denote the associated energy contribution by Epp which can be calculated as

K
M=l gesioane
qn €Sk _1USk

Here E;, is given by (3.9)

(4.34a) Ei, = Glp(i,n), x; — x| + H{(yi — yn) - 7, (2; — 2n) - 7| — 5.0620485

if p(i,n) = \/TZQ + 72 —2r;r, cos(p; — ¢,) < d and
(4.34b) E;, = % Belp(i,n), x; — x,]

if p(i,n) > 6. Here § = 0.1 may be chosen and the functions G| |, H[ | and Be[ | are
defined in (3.7), (3.8) and (3.1).

b) Product decomposition: Recursions for v =0

We now consider any k with 1 < k < K 4+ 1 and assume that ¢; € Si_1, ¢, € GUC —
51U52U...U5k, ie. r, >nrL.

12



Our aim now is to calculate of (4.29) the sums

P
2 Z i Z n Z (¢pi Cpn + Spi Spn) K;?n I;?i )

Qi€SK_1 Tn>Tk p=1

where the limit P is determined by inequality (4.4) with p = \/ r2 412 — 21,1 cos(¢n — ©;)
there. This can be done in the following way: Let P, be the smallest number satisfying

(4.35) Felry —rp_1,P] <e™?,
with Fe[ ] defined in (4.2). For any 1 < p < Py let R(p) the solution of
Fe[R,p|=¢e", (R=r)—1rK_1) .

Note that roughly one has R(p) = %ﬁt'. For any sectorial domain Sy, we now define a
domain G,(k, () containing the charges ¢, that are sufficiently far from Sy, (see Fig. 3)

Fig. 4
(4.37) Gk, 0) ={(r,p) |1 > 1K A r? 4+ 7“,3_1 —2rrp_1 cos(p — @) < Rz(p)} )
We will also need the intersections
(4.38) Lk, 0) == Gp(k, 0) N Gp(k, 0+ 1) .

13



We now define a recursion for fixed k and p, with 1 < k< K+1,1<p< PF,.

Start of the recursion: Set

(4.39) Ak, )= > quepm Ky, .

an€Gp(k,1)

Recursion step: Set

(4.40) Ag(k,ﬁ +1) = Ag(k‘,f) + > GG K]?n — > G K]{?n .

anI;_(k‘,f) Qnelp_ (k‘,f)

Here the regions I} (k, ), I, (k,{) (see Fig. 5) are defined by

(4.41) T3 (k, 0) = Gy(k, £+ D\ I (K, €)

(4.42) I (, €) = Gk, O\L(k, 0) -

Fig. 5

Remark: a) The recursion scheme avoids unnecessary overlaps in the sums arising from
(4.29) and the domains G,(k,¢) ensure that no terms are calculated whose contribution
to the energy would be smaller than e™°.

b) The domains Sy, Sk, Gp(k, (), IF(k,£) have to be determined only once and remain
the same for possibly many calculations.

We also need the associated terms

(4.43) an(k,0) = > qicyly.
7ES(k—1,0)

14



The contribution to Ep then is

L
(4.44) Eg(k,p) =2 ap(k,0) A)(k, () .
(=1

We can repeat the recursions with terms
(4.45) an(k,0) =Y qisyly
q:€S(k,0)
and analogously
(4.46) Ak )= > quspm Ky, |
an€Gp(k,L)
leading to the corresponding energy contribution

L

(4.47) EY(k,p) =2 @k, 0) Ak, 0) .

The energy contribution to Eg stemming from the product decomposition then finally is

K+1 Py

(4.48) =Y Y (E%(k,p) + E%(k,p)) .

k=1 p=1

c) Recursions for 1 <v

There is one additional difficulty arising in the calculations involving the Bessel functions
I,, K,: both numbers may be huge or extremely small if v is large. Products of the
two terms however will in our case stay moderate. We now can take advantage of the
asymptotic behavior described by formula (4.15).

If v > R > r > 0 then one has

(4.49) L(r) K,(R) i (%)” < e
provided

1 T \v R T T R —a
(450 oo () (e [=v(wo() —w(3))] - Ui(5) () < e

with wg( ) defined in (4.14) and Uy, Us in (4.16), (4.17).

If we replace R by 2mpr,, r by 27p - r; then a sufficient condition for the validity of
(4.50) is (see Appendix)

(4.51) Hlv,ri,r, pl = 2—; (Q)V [(1 + l) r2 — (1 — l) Tﬂ wp? < e,

Tn 14

15



where it is assumed that v > 27 (R, + g) > 2np-r, and r, > ;.

As a simple approximation one may take (see Section 5)

(4.52) v > vy(ra,p) = (a7 p*e”)? .

As an illustration we give a numerical example:

Choose a = 10, so that e~19 = 0.0000454,
ri =202, r, =022 p=3.
From (4.52) one finds that for v > 28 one has

{% (5)" = Ku(2npra) L(27pr) } < 0.0000454

while in fact { } = 0.0000444.
The approximation (4.52) yields v = 46 as the critical value.

The condition (4.51) is useful as long as p is not too large (which is possible if r,, — r;
is small).

Setting
1 Ti\V a
Ha[V7 Tiarnap] = (_ <_) - Ku(ﬂ-prn) . Il/(ﬂ-pri)) €
a typical plot looks like figure 6:

level line H,[v, 7,1, p] = 1
for r; = 0.58, r,, = 0.6, e® = 10°

14
N vt =227
100 -
1 P

128

Fig. 6
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Values for error < 1076:
y = 440: condition (4.24)
P,(0.02) = 128: condition (4.4)

v* is the smallest integer satisfying
1 i\Y
(4.520) — () <e,
and p* is the value for which
(4.52b) K, (mpry) L, (mpr;) < e ®.

Note that v* and p* are substantially smaller than the associated values y and P,(p).
We now can define the recursions involving the Bessel functions of index v > 1.

We first use the cut-off condition for the v-values given by (4.24): if r,, > r; and

(4.53) V> U >

then these values of v may be neglected.

We turn this condition around in the following way: any charge g, with distance r,
from the center may be neglected if

(4.54) Tn > Ti€V .

Here « is determined by (4.23) and depends only on the accuracy parameter a. The
recursion scheme is thus as follows.

Take a fixed value of k, fixed value of p < P, and define the disk C},, as

(4.55) Cry = {(T, o) |r < e%} :

Then, set in analogy to (4.39)
(4.56) AV (k, 1) = > Gn Cpn Ch K,

pn
gn€Gp (kvl)mcku

with the same recursion step

qn€I+(k,Z)ﬂC;ﬂ, qnel_(k,Z)ﬂCkl,

The associated terms are

(4.58) ap(k,0) = > Gicpc Iy
GE€S(k—-1,0)

17



The recursions run for all values of v from v =1 to v = v, (k) < ot

The value of v,,(k) may be rather large and one can therefore use the simplification
suggested by inequality (4.49): for given v < v,,,(k) let Ry (v, p) the solution of

(4.59) Hlv,ri,R,p| =e .
Then in the disk

(4.60) Curp = {(r,0) |7 < Ri(v,p)}
one can replace in (4.56) )
Ky, by Ky :=r>

and in (4.58)
v v . 1 2v

The recursions for ¥ > 1 have to be repeated for slightly modified terms which we get
from the expressions in (3.16) according to the following list:

Av(k0) = > G Spn € K,
an€Gp(k,O)NClup

(4.61) Bk t) = Y. s, K
gn€GH(k,)NClyup

By(k,0) = > Gasmsi KL
gn€GH(k,)NClyp

The associated terms are then

ap(k,0) = > aspcl I
¢ €Sp(k—1,0)

(4.62) ik, 0) = Y qicus I}
qi€Sp(k—1,0)

BED = Y gt
qi€Sp(k—1,0)

The energy contributions are then as in (4.44):
L ~ ~

(4.63) Ef(k,p) =4 {ay(k,0) A (k,0) 4 ...+ b4 (k,0) - By (k, ()} .
=1

18



The total contribution finally is

K P,  vm(k)
(4.64) Ep=Ep+3> > > Egkp).
k=1 p=1 v=1

4.3. Procedure for E|,

It is convenient for the subsequent analysis to introduce two more sets (see Fig. 6)

v o= {wa)|w <t 1>

(4.65)
Rs = {(y,2)|(y,2) € R* = C, dist{(y,2),C} <} .

|.<

Y

Fig. 7

According to (3.2) the energy contribution denoted as Fj, may be written as

1
(4.66) Ep = 5 Yo > @i Llyi—y, 2 — ]

q:€C  q;eCUY

We now have to take into account that some terms of E; have already been included in
Ep: the terms that were needed in (4.33). These are all the pairs ¢;, ¢; where ¢; € C,
¢; € GUC with p(i,j) < 6. This implies that all pairs with ¢; € C, ¢; € Rs, p(i,j) <9
have been included also, hence we have a correction term

1
Es=< Y > aqLlyi—vz— 2zl
(4.67) 2 q;€C qj€R5 ! ’ ’

p(i,3)<0
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It remains therefore to calculate the remaining terms of £y, in (4.66), that is

~ 1
EL=—- > > Llyi—vyj z— 2.
(468) 2 ¢;€C q;eCUY ’ ’

p(4,3)>8

The calculation of E;, i.e. the approximation with given accuracy, is split up into two
parts: for all pairs (¢;, g;) € C such that

e<|zi—zj|<l—¢

we will apply the product decomposition as given in (3.18). For all pairs in C' with
|z; — z;| < €eor |z —zj| > 1— e the energy contributions will be calculated pairwise. The
choice of € will be discussed later on.

a) Product decomposition of E;(p(i,j) > 0)
We split up the basic cell C' into M stripes

Zm:{(y,z)(|y|§%, m7_1§z<%}, m=1,...,M—1
(4.69) and
Z = {2l <3 S <=1}

We now make use of (3.18) and consider first the terms denoted e;(= exp(—27 - z;)).
Choose ¢; € Z,,, and q; € Zy, 44, £ > 2. Then the associated energy contribution can be
written as

L . 1
(4.70) 3 a Y Gilge? S qityel =Ey
m=1 (=2 p=1 Qi€Zm Qi€ Zm4r
Here o, = m and the number P(¢) is determined by the accuracy; this was

derived in (4.26) - (4.28):

p-M
where [ is the solution of
(4.72) f(B):=B+logp=a+log2,

where a = accuracy parameter.
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We can rewrite (4.70) in different form: Set

ny)z = Z qi épi ei_p
Qi€Zm
(4.73) A
dpe = D Gy
i€ Zm+e
Then we have
M—-2 M-m P
(4.75) EW = 3 a, D &,
m=1 (=2 p=1

There is then a similar expression involving the sinus terms §,,;:

M-2 M-m P()

(4.75) EY =% Z Z%D e
m=1 p=

with
5& = > Gidpe”
qi€Zm
(4.76) _ R
dry = Y Gye]-
4G ELm—+e

In the expressions E() Ef) the charges are chosen in different stripes such that
|z — zj| > e = 4. Next we choose the positions such that 1 — |z, — z;| > € in order

to apply the product decomposition formula involving the terms &;. We define now P(/)
as the smallest integer such that

_ B-M
4.77 P(t) >
(4.77) ()_ZW(M—E—l)
and introduce in analogy to (4.73), (4.76) the quantities
Fro= ) (@), Fp = > aidp(E)”
i Zm 7 Zm
(4.78) ’ " ) . o
me = 2. Gl(e)s fre= D aispe]
9 € Zme 45 €Zm+t

With these quantities two more energy contributions are formed, namely

M  M-m P

(4.79) 22 Z Y o Eh - foe

p=1
and

M M-m P

(4.80) EX =3 S Y o Fr.f,.
m=2 (=0 p=1
The total energy contribution stemming from the product decomposition of E; from

charges ¢;, ¢; in C with p(7, 7) > 0 is thus Eé) + E(z) + Eég) + Egl).
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b) Pairwise calculation

The remaining pairs that have not been calculated so far are pairs ¢;, ¢; with p(i,7) > ¢
but |z — zj| < eor 1 — |z — 2| < e= ;. Thus the last contribution to Ey, is

S
1
(4.81) ES = —3 Z 44, Z Lly; — vi, zi — 2 + 8]
Gi,q;€CNZs ¢ s=—S
where
(4.82) Zs.e = {pairs (¢;,q;) | p(i, ) > 6, |z — 2| < eV1—|z—z| <e}.

The number S in (4.81) depends again on the accuracy. For most practical purposes
S = 2 or 3 will suffice.

4.4. Modifications for the two-dimensional case

There is very little that has to be changed if the basic system is only periodic in x and y
direction and z ranges in a finite height (see Remark a) following Eq. (3.2)). In this case
the charges ¢, are located in the rectangle

(4.83) G={w.2)|ly<5+R, 0<2<1}

where the cut-off distance R. is still given by (4.3).

All formulae for the calculation of Eg remain valid under the restriction that ¢, € G,

G now being defined by (4.83).

For the calculation of F; we need the counterpart of the product decomposition for-
mula (3.18). We can now make use of another identity given in [5] (#(3.16) there):

=1
(4.84) —Lly; —yi, 25— 2] =2 ; exp[—27mp|z; — 2] cos[2mp(y: — y;)] -
p=1

One readily checks that the counterpart of (3.18) now reads (in the notation introduced
n (3.17))

x 1 e
(4.85) —Lly; =iz =l =23 (—]) (Cpi ~ Cpj + Spi * 5pj) -

p=1

One now has only the corresponding energy contributions Eg) and Eg) as defined in

(4.74)-(4.76), with now o, = -

In the pairwise calculation the analog of formula (4.81) now is

1
(4.86) By = —5 @%GEC Gig; Llyi —yj, 2 — 7] -
p(i,5)>0
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Finally, the correction term FEj given in (4.67) is the same except that the set R; there
has to be replaced by

(4.87) Rs={(y.2)|5 <Ivl < 5+0}.

5. Estimate for the number of terms

The main issue of this section is to derive a bound for number of terms involved as function
of the number N of the charges located in the basic cell C, with N being rather large.
We will use a number of simplifications in the following which should have only a minor
effect on the final result.

It is clear that only numerical tests will give a precise answer, but such tests depend
very much on the way this method is programmed. Nevertheless one can get a good idea
about how the number of terms to be calculated will increase as N increases.

We concentrate fully on N keeping the accuracy a fixed in a range which seems of
practical importance, say 6 < a < 15.

a) Pairwise calculation

We assume that in (4.31) 79 = 1, — 1,1 = € for all k and estimate first the number of
terms occurring in (4.33). Formula (4.33) has the following geometrical interpretation
(see Figure 6):

Qi n

Fig. 8

For fixed r one has to calculate the interaction of all charge pairs ¢;, g, in the annulus
Ac(r). Since there are N charges in C' (volume of C' = 1) the number of pairs contained
in A.(r) can be approximated by % (27 - )2, € = small number.
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The number T (e, N) of terms necessary for Egp can thus be estimated as follows
(5.1) Ty(e, N) = ny(a) - 27 eNQ/_r dr = c1(a) - € - N?

where n(a) is a number which depends only on the accuracy a. The correction term
given in (4.67) can be incorporated in (5.1) as well.

b) Product decomposition for Ep

We first rewrite the basic product decomposition formula (4.29) in the way it is applied
in our procedure:

N P(i,n) vo (p,i,n)
(52) zjil(%n) T >T;+€ p=1
+ Y TPTW}
v=rp9+1

Here the T@-terms stand for the types of terms contained in (4.29).

In the following we shall approximate the sums by integrals and the summation limits
P(i,n), vy(p,i,n) by continuous functions. Let r be the distance to the origin in the
(y, z)-plane of a charge ¢; and p the same for g,.

Then the number of terms involved in (5.2) can be approximated as

r+Rc P(Typ)
Ty(e, N) N/ rdr n2/ P(r, p)dp+n3/ vo(p,r, p)dp
+e p=1

(5.3)

+ ny /:: [V (1, p) — vo(1, 1, p)]dp} :

Here ny, ng, ny count the number of trigonometric and Bessel functions involved.

We now need an upper bound for P(r, p) and this is determined in (4.4) with p replaced
by p — r there. One finds (see Appendix)

1 1
(5.4) P(r,p) < 3= 1) {a+log (p—r)} :

Therefore one has

V2 r+Re o 4 Re a
(5.5) nQ/ / P(r,p)dpdr < %/ rdr / [+ tog (7)) a
<o [ () + 15 ()]
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Next we need an estimate for the expression

g r+Rc P(r,p)
(5.6) ag = / / / vo(p,r, p)dpdpdr .
€ r—+e p=1
We use the crude upper bound (see Appendix)
(5.7) vo(p,r,p) < [e*(mpp)*]'?

which implies
P(r,p)

/ volp,m, p)dp < 3 /% (mp)*/* - P(r, p)*/*

p:

:ge“/3~<wp<r,p>-p>2/3 Plrp) < § e (n(5 4 R)) Plrp).

—_

(5.8)

The combination of (5.8) and (5.5) shows that
1
(5.9) ap < c3(a ){log( )—i—log ( )}

As a last step we bound the term
7"+RC r+R¢
(5.10) ap —/ / (r,p) — vo(1,7, p))dpdr </ / U (1, p)dpdr .

By (4.24) one has

(5.11) V(7 p) < 10;25)

+1,

where « is the solution of (4.23).

We estimate as follows:

e dp e dp Re r+t R.
= — dt =rl —
/7"-‘1-5 log(2) /e log(1+ %) < /e t " og( ) +he—e

so that one has the crude estimate (for small e!)

(5.12) a; < const - log (%) :

Combining (5.1), (5.3), (5.5), (5.9) and (5.12) we see that the total number of terms
needed for the calculation of E£5 can be estimated in the form

(5.13) T(e,N) < ¢, -€-N? +N(c210g( )+ s+ log” ( )
Here € is the width of the annulus shown in Figure 6.
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c) Product decomposition of £,

The procedure explained in (4.69) and the sequel can be summarized as follows (see
Fig. 9)

45

qi

Fig. 9

For any charge pair ¢; in the e-strip Z,,, ¢; in Z,,¢ one has to calculate the sums denoted
by Dt ., Db db ., FP.f?, FP fP, in (4.78). The summation over p runs from 1 to

me>» mi»
a value P for which one has the estimate (see (4.27))
B
5.14 P <
(5.14) 2. S

where /3 is the solution of (4.28).

Hence the number of terms needed for the calculation of E}, allows the estimate

1—e 6 6
1 7O (e N / — — 1
(5.15) (e, N) < cs i 5 _8d3<c5 5 og(

1

€

) N

Hence for the total number of terms needed for the calculation of the Coulomb energy
the estimate (5.13) holds with the meaning of € described in Figures 6 and 7.

We can now make an optimal choice of € which will depend on the constants c;, co
and c3 in (5.13). They have not been determined yet since this should be based on the
CPU time required. If we choose € = ¢ - N~'/2 we see that

(5.16) T(e,N) < N(C} + Cy -log N + Cs(log N)?) .

If one optimizes the value of € in (5.13) there is no significant improvement of the estimate

(5.16).
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Appendix

A.1 Estimate for the solution of (4.4)

We first derive an upper bound for the solution of

5.016 1
Al —2mpP) =¢e""
(A1) 2mp VIo P exp(—2mpP) = e
Setting ¢ = % and 2mpP = s we rewrite the equation in the form
1 c

(A2) s+ 3 logs:a+log<;).
Since a >> 1 in applications we certainly have
A3 s<a+log (<),
(43) 8 (;)
ie.
(44) P<—(a+1log (%))

2mp p

One can give a very sharp estimate in the following way. We set sqg = a + log(%) and
s = so(1 —t). Then insertion into (A2) and reduction yields

(A5) so~t+% log(l—t):% log so -

Since ¢ is close to zero we may expand the logarithm. First order approximation then
gives

(A46) t=

which leads to the estimate

1 1 log s
AT P~ — 51 -2>2—
(47) 80[ s+ 3

5.016
2mp ) '

}, soza—i—log( 2

Numerical tests show that this approximation is surprisingly sharp. There is however no
significant improvement of the estimate given in (5.5) resulting from this sharper estimate
for P.

A.2. Derivation of condition (4.51)

A series expansion of the term

(48) bl Rov) = 1= e [ = v (un () = wo ()] () U5 (5)
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in powers of % yields

_ 1 2 .2, 1 po o L po o1 1
(A9> h[T,RJ/] - E(R - T +;(R +7‘)—§(R —T);+O<—V2))
1 1 1
< o (RE=r) 4o (R4 +0(5))

Hence one has

1,(r) K (R) = o ()] <

1

v

(A10)

o (5) B =r+ o (B2 4+ +0(

ol
N~—
——

which in turn leads to condition (4.51).

In order to find a crude approximation 14 for the value of v for which

(A11) L) K, (R) — — (&)< e

2w \R

we choose = R = 27pr,, and use (A10). This leads to the estimate

(A12) vy = (r,mp)¥3 - e¥?

as used in (4.52).
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