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Diffraction of light from a small hole in a two-level quantum-well screen
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Quantum-mechanical linear-response theory is used to calculate the diffraction of light from a small hole in
a thin flat screen. The field-induced dynamics of the charged particles (electrons) is obtained by modeling a
screen without a hole as a two-level quantum well, with jellium behavior for the in-plane electron motion. Local-
field corrections are calculated in a self-field approximation to a coupled-antenna theory. Particular attention is
devoted to frequency resonance effects in the local field. A generalization to a screen with a hole is suggested,
replicating the homogeneous jellium surface electron density by a space varying density in the vicinity of the
hole. Quantum-mechanical expressions for the electric dipole moment p(w), the magnetic dipole moment m(w),
and the electric quadrupole moment Q(w) of the so-called aperture current density are derived and the light
scattering from these moments is studied. From the general theory results for p(w), m(w), and Q(w) in three
cases are given: (i) no induced electron motion perpendicular to the plane of the screen [leading to p(w) = 0],
(ii) resonance excitation of the electron system, and (iii) a circular hole. This paper presents an extension of the
quantum-mechanical diffraction theory developed in two recent papers of ours [J. Jung and O. Keller, Phys. Rev.

A 90, 043830 (2014); 92, 012122 (2015)].
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I. INTRODUCTION

In a seminal theoretical paper Bethe studied the diffraction
of electromagnetic waves by a small hole in a plane, infinitely
thin and perfectly conducting screen [1]. In particular, he gave
an explicit solution for a circular hole of small radius com-
pared with the wavelength of the assumed monochromatic
incident field. Small for Bethe meant that the electric and
magnetic fields can be considered as constant over the hole.
In consequence, the incident wave need not be a plane. Bethe
came to the conclusion that, in the far field of the hole, the
diffracted field may be considered as owing to an electric and
a magnetic dipole, the first pointing in the direction of the nor-
mal to the screen and the second lying in the plane of the hole.
By a careful examination, Bouwkamp revealed that the correct
(under the given assumption of infinite conductivity) electric
field near and in the hole differs appreciable from that follow-
ing from Bethe’s theory [2,3]. The result of Bethe’s approach
is completely different from that of Kirchhoff’s method [4,5].

Although the Bethe-Bouwkamp theory may give a fair
description of the diffracted field from a hole in a metal
screen at long wavelengths (on the order of microwave fre-
quencies and below), the assumption of perfect conductivity
certainly is a strong idealization in general, e.g., at optical
frequencies. The interaction of the incoming electromagnetic
field with the charged particles (electrons, ions) of a screen
with finite conductivity inevitably will give rise to frequency
dispersion in the diffracted radiation. In more recent studies
such material dispersion effects have almost always been
accounted for by using macroscopic electrodynamics and a
frequency-dependent dielectric constant (tensor) (see, e.g.,
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Refs. [6-15] and references therein). While material disper-
sion effects perhaps may be accounted for by macroscopic
electrodynamics for sufficiently thick screens, macroscopic
approaches certainly fail for screens so thin that quantum-size
phenomena play a role. The quantum description in any case
requires that the unphysical assumption of vanishing screen
thickness must be abandoned.

In the present theoretical work we study the diffraction of
an electromagnetic field from a screen so thin and a hole so
small that quantum mechanics is needed for the description of
the induced electron dynamics in the screen, in particular in
the vicinity of the hole. In two previous paper of ours [16,17]
we established a quantum-mechanical diffraction theory for a
small hole in a metallic (or semiconducting) screen dominated
by diamagnetic field-matter interaction. Part of the analysis in
the aforementioned papers dealt with a quantum-well screen
so thin that only one bound electron level exist in relation to
the electron confinement potential perpendicular to the screen.
The in-plane essentially two-dimensional electron dynamics
was treated in the jellium approximation. The diamagnetic
interaction gives a frequency dependence of the microscopic
conductivity tensor proportional to ™' [and (@ +i/7)7!
if losses are taken into account in a relaxation-time (7)
approximation].

From a conceptual point of view it is interesting to ex-
tend the quantum-mechanical diffraction theory to two-level
quantum-well screens for the following (interrelated) reasons.
(i) Two-level dynamics (necessarily including the paramag-
netic contribution to the microscopic conductivity tensor)
leads to a pronounced frequency resonance in a diffraction
spectrum. (ii) In general, the resonance frequency does not
coincide with the Bohr transition frequency between the
two quantum levels because of local-field corrections. (iii)
The self-consistent field driving the electron dynamics in
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the screen deviates from the incident field precisely because
of local-field effects, and this fact is a crucial difficulty for
the Bethe-Bouwkamp approach. (iv) For a two-level quan-
tum well the local-field correction can be calculated quite
accurately in a self-field approximation [18] using the so-
called coupled-antenna theory [19] (Secs. [ B-II E and IIT A).
(v) In the Bethe-Bouwkamp theory and related macroscopic
works, the (oscillating) induced screen current is assumed to
possess no component in the normal direction to the screen,
near (and at) local-field resonance, the dynamic flow of the
electrons perpendicular to the screen plane certainly cannot
be neglected [except in the case of (near) normal incidence of
the incoming field] (see Secs. ITE and III B).

Although scattering and diffraction of electromagnetic ra-
diation often are treated as different phenomena, they have
a common physical basis, namely, field-matter interaction. In
many diffraction problems the role of this interaction is com-
pletely hidden or appears in a conspicuous indirect manner.
For example, in all classical studies of the diffraction from
large apertures (holes) in opaque, infinitely thin metal screens
the interaction appears only in the form of screen surface cur-
rent densities needed to satisfy idealized boundary conditions
of the electromagnetic field. The close connection between
scattering and diffraction occurs in a manifest manner if one
compares the scattering from mesoscopic (or microscopic)
objects to the diffraction from subwavelength holes. In both
cases a systematic multipole description (in which most often
only lowest-order multipoles are kept) is appropriate. The use
of dipole moments to describe small-hole diffraction can be
traced back to Rayleigh [20].

In the framework of quantum mechanics, a major part of
the present work is devoted to a multipole description of the
diffraction from a small hole in a two-level quantum-well
screen with in-plane jellium dynamics. Notwithstanding the
fact that our quantum approach conceptually is very different
from the classical methods of Bethe and Bouwkamp, some
similarities appear in the initial steps of the formulation. Thus,
we connect the multipole expansion scheme to the dynamics
in the effective optical aperture, a concept defined as the in-
plane screen area in which the difference A = 0™ — 03" be-
tween the causal microscopic conductivity tensors of identical
screens with (o°®) and without a hole (o'52") is nonvanishing,
essentially. Also in Bethe’s analysis a comparison of diffrac-
tion from screens with and without a hole is central. Hence, in
a zeroth-order approximation the field on a screen with a hole
satisfies the standard boundary conditions everywhere on the
screen but not in the hole [1].

The determination of the aperture response A in the fre-
quency (w) domain is done under the justified assumption that
the electromagnetic field’s in-plane wave number g is (van-
ishing) small compared to all relevant electron wave numbers
ky in the two-dimensional jellium. Once an explicit expression
has been obtained for A (Sec. III B), a systematic multipole
expansion scheme can be implemented. In this scheme two
smallness parameters enter, viz., god (K1) and gpa (K1),
where d is the effective width of the quantum well, a the
effective hole size, and gy = w/c the vacuum wave number
of the field. In the Bethe-Bouwkamp theory the physically
important expansion in god is lost because d = 0 from the
onset.

In previous works on small-hole diffraction going beyond
the first-order electric dipole (ED) approximation, only a
magnetic dipole (MD) term appears in the second order. In
general, also an electric quadrupole (EQ) term is present in
the second order. The EQ and MD parts are given as the
symmetric and antisymmetric parts of the first-order moment
of the source [19,21] (here effective aperture) current density
distribution. To determine these parts, a three-dimensional
analysis is required (see Appendix C).

II. INTERNAL ELECTRODYNAMICS OF A SCREEN
WITHOUT A HOLE

A. Microscopic linear-response theory: General aspects
and approximations

Let us assume that a screen (with or without a hole) is ex-
cited by an incident electric field, defined by E°(r; w) = E°(r)
in the space-frequency (r-w) domain. In the framework of mi-
croscopic linear-response theory, the induced self-consistent
motions of the charged particles in the screen imply that
the microscopic electric field E(r; w) = E(r) in the arbitrary
space point r is given by the spatially nonlocal connection
[16,22]

oo

E(r) = / I'(r,r)-E'(r)d’r, (1)
—00

where I'(r,1r’;w) = I'(r,r’) is the so-called field-field re-

sponse tensor. This tensor satisfies an integral equation

L(r,r') = Us(r —r’)—i—f K, r") - T, r)d*r", (2)
—0Q
with a tensorial kernel K(r, r'; w) = K(r, r’) given by
K(r,r) =inw / Gor—r")-a@", r)d*". 3)
—00

In Eq. (2), U is the unit tensor and § the Dirac delta function.
In Eq. 3), o(r,r';w) =0 (r,r') is the linear microscopic
conductivity tensor and G(R; w) = G(R) (with R=r — 1)
is the well-known (standard) dyadic Green’s function of
vacuum. Since o (r, r’) is nonvanishing only when the two
space points r and r’ are located inside the screen (in a
quantum-mechanical context, the region where the particle
probability density effectively is nonvanishing), it appears
from a combination of Eqgs. (2) and (3) that once the loop
equation for I'(r, r’") (both points r and r’ located inside the
screen) has been solved, I'(r, r’) can be determined on every
pairs of points (r and r’) in the entire space. For observation
points r inside the screen I'(r,r’) is most often called the
local-field tensor in the literature [cf. Eq. (1)]. Outside the
screen I'(r,r’) relates to the scattered field E(r) — E0(r).
Thus,

E(r)—E’(r) = / K, r") - T, r) EX)d*r"d*r,

screen

“4)

as one realizes by inserting Eq. (2) into Eq. (1). As indicated,
the integrations run over coordinates located inside the screen,
a circumstance which becomes obvious from an equivalent
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FIG. 1. (a) Planar infinitely extended screen. The z direction
is placed perpendicular to the screen. (b) Two-level quantum-well
potential for the electron dynamics perpendicular to the screen. The
Fermi level is assumed to be in between the two quantum levels.

expression one may write for the scattered field, viz.,

E(r) — E’(r)

= ipow Gr—r") o’ v) -Ex)dr"d* . (5)
screen

The linear-response theory analysis summarized above is
quite general in the sense that it holds for screens with and
without holes (apertures) and for scattering objects (media)
of arbitrary forms. It is only necessary that the scattering
medium in question possesses translationally invariant elec-
trodynamic properties in time, a demand which requires that
o =o(r,r',t —t') in the space-time (r-t) domain, and that
it is not necessary to take into account modifications rooted
in the fact that the induced longitudinal field is not a dy-
namical variable [19,23]. (In theoretical studies, for instance,
of spatial photon localization, photon tunneling [24], and
Lamb shifts [19] carried out on the basis of photon wave
mechanics or its quantum electrodynamic covering theory, it
is needed to distinguish between transverse and longitudinal
electrodynamics.) In the framework of the present theory, the
distinction between various scattering media lies solely in the
expression adopted for o (r, r'; ).

Let us now consider a metallic or semiconducting planar
(infinitely extended) screen without a hole and let us assume
that it is so thin that it behaves like a two-level quantum well
(QW) for the particle (electron) dynamics in the direction
perpendicular to the screen (see Fig. 1). In the present study
we may, without loss of essential generality, treat the in-plane
electron dynamics in the framework of the jellium model.
The translational invariance of the in-plane electrodynamic
properties means that

O.OO(rv r/) = aoo(rll - r‘/‘v 2, Z/)s (6)

where, in a Cartesian (x, y, z) coordinate system, the z di-
rection is placed perpendicular to the screen, so rj = (x, y)
[and r"‘ = (x/, y')]. To underline that we are dealing with a
screen without a hole a subscript co has been added to 0. A
two-dimensional (2D) spatial Fourier-integral transformation
of 0 (Ry, z, Z') (With R = r| — 1)) gives the representation

o0

ooo(z,z';q”):/ 0oy, 2, 2)e WRIGZR, (7)
—00

and, as we will soon realize, the subsequent calculations can
(conveniently) be carried out in the mixed 2D wave-vector—
space (q)—z) domain. In this domain the vacuum Green’s
tensor G(r—r')=G(r) — r"‘, z—2)=GRy,Z) (with

Z =z —7Z') has a 2D Fourier amplitude G(Z;q;) whose
explicit dyadic form is well known, viz., the disk-contracted
representative [22]

i

G(Z:q)) = —4p8(2)22 + 5 qze"mZ'
140
x [q3U — qqqy — k122 — (q)2 + 2q) )k 1sgnZ],

®)

where

1/2 . 1/2

k= (a2 —a3)*00 — ap +i(a? — a2) >0 — a0).

)

In the equations above, ® and sgn designate the unit-step and
signum functions, respectively, go = w/c is the vacuum wave
number of light, and Z is a unit vector in the z direction.

For what follows it is sufficient to calculate 0« (z, z; q))
in the long-wavelength limit (q; — 0). In consequence,
all electronic intersubband transitions (kj,n) < (k"‘, n')=
(kj + qy, n’) are considered vertical. Hence, the energy mo-
mentum conservation condition for the elementary processes,
ie.,

n? h?

%kﬁ — oIk + qi* =0, (10)
is reduced to &, — &, = hw, giving the Bohr condition for
&y > &y. For gy # ¢, Eq. (10) describes the kinematics in
inelastic Compton scattering.

Readers less interested in the technical details of the local-
field calculation leading up to the resonance condition for
excitation in the two-level QW system (Secs. I B-II E) may
start reading Sec. Il F.

ho +¢e, — &y +

B. Field-field response tensor

Based on the procedure used in the so-called coupled-
antenna theory developed by one of the present authors (0.K.)
two decades ago [25] and described in details in Refs. [19,22],
we now show that it is possible to obtain an exact analytical
expression for the field-field response tensor associated with a
two-level QW screen without a hole. Although we will start
from the long-wavelength (q; — 0) approximation for the
conductivity tensor, it is possible to generalize the procedure
to an arbitrary number of bound QW levels and to go beyond
the q; — 0 approximation and use the general conductivity
tensor o (2, 2’5 q, ®).

A similar method has been used previously to calculate
the field-field response for a two-level QW sheet, dominated
by the paramagnetic part ¢¥ of the conductivity tensor o
and placed on top of a substrate [18]. After the publication
of Ref. [18], it was shown that also the diamagnetic part
oP of the conductivity tensor could be written as a sum of
(r, r')-separable tensor products [22], a circumstance which
is basic to the coupled-antenna theory in its general form. The
separable form of o'® was first obtained by an indirect argu-
ment, viz., the demand that the total conductivity tensor ¢ =
o® + oP must vanish in the static limit, i.e., (1, ¥, © —
0) = 0, and then by a direct calculation [22]. Below, the long-
wavelength expression for the total conductivity tensor is used
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in the calculation of the field-field response tensor. The quite
significant progress achieved in using o, instead of o is
discussed in Appendix A, where also the following expression
of the long-wavelength conductivity tensor is obtained:

050(2,25q) = 0, w) = aos(0)(U — 22)p(2)p(2)
+ boo(@)22D(2)D(Z). (1)

The functions ¢ and & are related to the orthonormalized
time-independent electron wave functions v, (1), n = 1, 2, of

J

oo
KRy, z,2) = iuoa)/ G(ry—r|,z
—00

the lower (n = 1) and upper (n = 2) energy eigenstates (both
wave functions of our symmetric QW taken without loss of
generality as real) as follows:

B) = Y1) (), (12)
d d
D(u) = v (1) ‘?(”)—wz(u) i g3
u du

The explicit expressions for a (@) and by (w) are given in
Appendix A.

It appears from Eqgs. (3) and (7) that the kernel for the
infinitely extended jellium screen K, is given by

o Z//) . o'oo(rﬂ/ _ rﬁ’ Z//7 Z/)dzrﬁ/dZN

oo
—imo [ GOy =+ K,z =) o] xS 14

and hence represented by

o0
Kyo(z,2'5q)) = iuow/ Gz —7"5q)) - 052", 25 q)dZ”
(15)

in the mixed wave-vector and space domain. By rewriting the
long-wavelength expression for o« [Eq. (11)] in the form

05(2,2q) = 0) = aoo(0)p(z)(U — 22) - (U — 22)¢ ()
+ boo (@)D ()22 - 22D (2), (16)

it is realized that the tensorial kernel is an inner product of
tensors of z and 7/, respectively. Thus,

Koo(z,23q)) = Foo(23 q)) - Oco(2), a7

where
Foo(ziq)) = iuow/ Gz —75q)) - [(U— 22)as(w)p ()
QW

+ 22boo (0)D(Z)]dZ (18)
and
0O, (z) = (U —-122)¢(z) + 22P(2). (19)

In Eq. (18) we have stressed that the integration runs over the
7’ values inside the QW screen.

The fact that the kernel in Eq. (15) is a function of the
difference rj —r; (=R)) only dictates that the same must
be the case for I', [cf. the structural form of Eq. (2) for
K =K(r, — rﬁ/, z,Z")]. In the (qy, z) domain, T'(z, 2, q))
consequently satisfies the integral equation

o0
To(z,2q) =U08(z —2) + / Ko (z.7":q))
—00

To(z", 2'5qp)d7". (20)

By inserting Eq. (17) into Eq. (20) (and letting the reference
to q be kept implicit) one obtains

Too(z,2') =U8(z — 2') + Foo(2) - Noo(2'), (21)

[
where
Noo(2) = O, (z") - Too(2", 2)dz". (22)
QW

By reinserting Eq. (21) into Eq. (22) and by solving thereafter
the resulting equation for N (z’), one gets

-1
Noo(z') = [U - O, (z") - Foo(Z”)dZ”} - Ou(2)
QW
(23)
and finally
To(z,2) =Ub(z — 2') + Fuo(2) - [U - O (")
QW
-1
'Foo(z//)dz//i| . 900(1/)~ (24)

The factorization of the kernel Ko (z, z’; q;) thus has enabled
one to achieve an exact analytical expression for the field-field
response tensor.

By now we have obtained a complete determination of the
self-consistent electric field in the (q, z) domain, viz.,

Eo(z:q)) = E'(z; q)) + Foo(z: q))

~1
: [U - 0O, (Z) - Fu(Z's qy )dz’]
Qw

- / ©w(?) - EX(Z: q)d2, 25)
oW

with Foo(z; q) and ©(z’) given by Eqgs. (18) and (19).

C. Causal conductivity tensor

It is well known that the microscopic Maxwell-Lorentz
equations lead to the following scattering formula in the
(z; q) domain:

E(z:q)) = E'z;q)) + iuow/ Gz —27q))
QW

Joo(@'sq)d7’. (26)
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A comparison of this equation to Eq. (25), with Eq. (18)
inserted, readily gives one an explicit expression for the
current density in our two-level quantum-well screen, namely,

Joo(2:)) =[(U — 22)ace (0)(2) + 22boc (@)D (2)]
-1
) [U — [ Ox(@) FxlZsq )dz/}
QW

@.(2) - E*(Z"1qp)dz’. 27
QW

In the microscopic theory of light diffraction the so-called
causal conductivity tensor ¢ plays a central role [16]. In
general, this tensor relates the current density in a given
point in the scattering medium to the incident electric field
in this and surrounding points. For a medium exhibiting two-
dimensional invariance in space (perpendicular to a chosen z
direction), the causal conductivity has a (qy, z) representation.
A comparison of the general causal constitutive equation

Joo(Z;qH)Z/ oz, 75 q)) - E%(Z; q))d7’ (28)

o0

cau.
00 *

02z, 72 q)) = [(U — 22)acc (0)(2) + 22bo ()P (2)]

and Eq. (27) gives one the following expression for o

-1
: [U - G)OO(Z/) : Foo(Z/; q)dZ/:|
QW

Ou(2). (29)

Since @ is a diagonal tensor it can be interchanged with
the [---]7! tensor, and in the view of Eq. (16), the relation
between 0 «(z, 2’5 q)) and 03" (z, 2’; q))) is obtained,

02 (z,7iq)) = 000(z,25q) = 0) - Loo(qy), (30)

where

—1
Loo(q)) = [U—/ ®(Z)~Foo(z;q”)d2] (31)
QW

is what we call the local-field factor, a frequency-dependent
[Loo(q)) = Loo(q); @)] tensor, here for a screen without a
hole.

D. Local-field corrections in the self-field approximation

It is remarkable that the local-field factor is independent
of z and z’. The dependence of L., (q;) on q solely appears
via the vacuum Green’s function G(z — z’; q) [cf. Eq. (18)].
Since the integrations in Egs. (18) and (31) run over z and 7’
coordinates inside the quantum well, one may approximate
G(Z;qy) by its self-field term and if needed add a Taylor
expansion of its nonlocal part. In the self-field approximation
for the Green’s tensor

G(z —7) = —qy%8(z — 7))z, (32)

even the q; dependence of the local-field factor disappears.
By inserting Eq. (32) into Eq. (18) one obtains

Foo(2) = (i£00) ' boo (@) P(2)22. (33)

The term proportional to a(w) in Fy, has disappeared be-
cause 72Z - (U — 7Z) = 0. With F,,(z) given by Eq. (33) we

get
77 2
O (2) - Foo(2)dz = ——buo(w) @ (z)dz  (34)
QW LEyw QW
and thus a local-field factor
72 !
LY = [U — b () dﬂz)dz} SRS
LEow QW

where the superscript SF is meant to remind the reader that the
result refers to the self-field approximation. Since the tensor in
the square brackets of Eq. (35) is in diagonal form, its inverse
is readily determined. Hence,

boo (@)
ieoa) QW

—1
d)z(z)dzi| 22. (36)

L§;§=U—zi+[1—

By combining Egs. (16), (30), and (36) one finally ob-
tains the following expression for the causal conductivity
tensor in the long-wavelength limit (q; — 0) and self-field
approximations:

0% (2, 25q) = 0) = ax(0)(U — 22)¢(2)$(2)

i boo (@) 720(2)D(7)
Z Z).

1— b=l fo o @2(2)dz
(37)

In general, the causal conductivity tensor [¢*(r, r')] is dif-
ferent from the conductivity tensor itself [o (r, r')] because of
spatially nonlocal electromagnetic and electronic correlations
effects (see Refs. [16,17]). In the self-field approximation only
electronic correlations remain, and it appears from Eq. (37)
that these in the long-wavelength limit for the conductivity
tensor only make the zz components of the two diagonal
conductivity tensors different. The ratio, given by

o (2, 7q = 0 b -1
mar h O )=[1— () <I>2(z)dz} ,
Oc0,2z(2, 259 — 0) icow Jow

(38)

is, as we already know, independent of z and 7' and may
become very large at a certain frequency called the local-
field resonance frequency. As we will soon realize, local-field
resonances play an important role in light diffraction both
from two-level quantum screens without and with a small
hole.

E. The ED-ED sheet current density: Resonance condition

Let us return to the constitutive relation in Eq. (28) and
recognize that a two-level QW screen in its response to
light usually will behave like an electric dipole absorber and
radiator [a so-called ED-ED sheet (screen)] [16]. This means
that the variation of the incoming electric field across the QW
is negligible, E°(z’, q) =~ E°(0, q;)[=E°(q )], and that only
the integral of the sheet current density, viz.,

(qp) = / Joo()dz, (39)
QW

is needed. The quantity Jgo(qH) is called the surface ()
current density [16], here given in the 2D wave-vector (qj)
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domain. In the ED-ED approximation the constitutive relation
in Eq. (28) is reduced to the algebraic form

J3.(q)) = Sso(qp) - Eqy), (40)

where
Swclq) = / 0% (2, 2 qp)d= dz, @1)
QW

with Soo(q)) = SEPEP, has been named the causal surface
(or ED-ED) conductivity tensor [16]. In the long-wavelength
limit (q; — 0) and within the self-field approximation this
quantity is independent of q, since o'(" is. By inserting
Eq. (37) in Eq. (41) and utilizing the orthogonality of the wave
functions of the two QW levels, expressed as

¢(z)dz =0, (42)
QW
one obtains
boo ()] ®(z)dz]?
Sc(®) = — (w)fQW 22 43)
1 — 22 fow ®2(2)dz

in the limit q; — 0. When S, is independent of q; a 2D
Fourier transform of Eq. (40) shows that the surface current
density in the space-frequency (rj—w) domain is given by

I (r;0) =12 bW(w)[wi d(z)dz)?
oo\t 1 — bx@) fQW 2 ()dz

iﬁ‘ow

2-E'(rjyw).  (44)

It appears from this equation that the surface current density
everywhere (for all r)) is perpendicular to the plane of the
screen and of course only driven by the z component of the
incoming field E?(rH, z = 0; w).

The local-field factor (36), and thus also the surface current
density, is resonantly enhanced for frequencies o<y, satisfying

the condition

b wres
oo (052) / ®*(2)dz = 1. (45)
legws w
In a two-level quantum well there is only one resonance
frequency for the local field, and to examine the relation
between the Bohr transition frequency wg = (¢, — €1)/h and
o we need the explicit expression for b (w). Limiting
ourselves to the low-temperature limit (7 — 0 K), we obtain

(see Appendix A)

boo(@) ie’hw (eF — & 1 46)
o0 w) = ’
2rm \ & — &1 ) (hw)? — (85 — &1)?

where ¢ and ¢, are the eigenenergies of the lower and upper
QW states, respectively, and ¢p is the Fermi energy of the
electrons. Above, the Fermi energy was assumed to satisfy
&) < &F < &, so only the lower level is occupied in the field
unperturbed state. In the usual notation, —e, m, and h = 2w h
denote the electron charge and mass, and Planck’s constant
respectively. By combining Eqgs. (45) and (46) it readily
appears that the local-field resonance frequency is given by

B 1/2
W = [a)g + ﬁ] , (47)

wB

@ 2 T
i | ——Bohr
I ! €€, =10 meV
1.5¢ il i €€, = 30 meV
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057 “‘\ Jﬁ ‘\1 ,“ ‘t i
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>
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E
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FIG. 2. (a) Frequency dependence of |Sy ..|. The calculation is
for a two-level GaAs quantum-well screen of thickness d = 130 A
and it is carried out using infinite barrier wave functions. The energy
distance between the lower (occupied 1) and upper (unoccupied &;)
quantum state is fiwp = &, — & = 100 meV. The distance of ¢; to
the Fermi level ¢ is varied from 10 to 90 meV in steps of 20 meV. If
we set e — &1 = 50 meV the resulting conduction electron density
per unit area (surface electron density) is N2 = 1.39 x 10"2cm~2
and we find the local-field resonance at /iwy, ~ 216 meV. Note
that | S ;.| becomes singular at iw’s’ because no damping has been
introduced. The dashed line displays the Bohr energy at iwg. The
resonance energy in | S ;.| is fiwp if self-field effects are neglected.
(b) Local-field resonance /iwy for the GaAs quantum-well screen as
function of ¢ — &,. Note how the resonance significantly blueshifts
as & rises.

with the abbreviation

2
fro= SEE 0 [ 4200, (48)
2 somh QW
In Fig. 2 we present a numerical calculation of the frequency
dependence of the magnitude of the zz component of the
causal surface conductivity [Eq. (43)] for a two-level GaAs
quantum-well screen.

F. Overview of physical principles

A qualitative account of the key results of Secs. I A-II E
is given below and illustrated in schematic form in Fig. 3.
For brevity, the references to the field’s wave-vector compo-
nent parallel to the plane of the screen (q;) and the angular
frequency (w) are left out of the various vector and tensor
arguments.
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FIG. 3. Schematic diagrams showing the fundamental electron-
light interactions entering the calculation of 0 (z, z'): (a) the RW
loop, (b) the ARW loop, and (c) the RW loop for 0$3"(z, z'). The
incident field line is denoted by a zero. Upward electron transitions
[I1) = |2) and |1) — |res)] are indicated by white arrows and
downward transitions [|2) — |1) and |res) — |1)] by black arrows.

The field-induced current density in the two-level QW
screen can be written in two forms, viz.,

J() = / 00e(2,2) - Eno(2)d2' 49)
QW
and
Joo(2) = / ez, ) - BN )7 (50)
QW

A quantum-mechanical calculation in the random-phase ap-
proximation [19,26-29] gives an expression for the conductiv-
ity 0 o0(z, z'). From an experimental point of view the external
field E° is known, not the local field E.,. Thus, in order to
determine J,.(z) we seek to replace o (z, z') by the causal
conductivity 0%2"(z, z’). The word causal refers to the fact that
Joo(2) is delayed in time with respect to E°(z) (in the space-
time domain). The relation between Jo,(z) and E,(z) does
not satisfy a strict causality criterion. To replace 6 (2, z') by
0&8%(z, 7'). a determination of the field-field response tensor
I'oo(z, Z) is needed [cf. Eq. (1)]; Two(z, 2') is calculated in
Sec. IIB and 0§2Y(z, 7’) is obtained in Secs. II C-IIE in
various approximations.

A determination of 0 (z, ') requires that a coherent sum
of electronic loops between the lower (|1)) and upper (]2))
states is calculated. Two fundamental types of loops are
needed to determine I'y(z, z') (see Fig. 3). Near resonance
the so-called rotating-wave (RW) loop [30] dominates [see
Fig. 3(a)]: An electron in state |1) is excited (stimulated ab-
sorption) to state |2) by the sum of the incident field (denoted
by a zero in Fig. 3) and the field emitted in the downward
transition (|2) — |1)). Away from the resonance a signifi-
cant contribution related to the so-called counterrotating-wave
(CRW) [30] loop is present [see Fig. 3(b)]: an electron is
deexcited from state |2) to |1) by stimulated emission. The
field inducing this transition is the sum of the incoming field

and the field emitted in the upward (|1) — |2)) transition. In
a self-consistent theory both loops are present [30].

In the calculation of o¥'(z, z’), only the incident field
drives the two loops. The loops now are between the ground
state |1) and the so-called resonant state |res). Here |res)
represents a blueshift of the excited state |2). The blueshift
originates in the local-field correction. Figure 3(c) shows the
RW loop. We urge the reader to draw the CRW loop for
a(z, 7).

III. INTERNAL ELECTRODYNAMICS OF A SCREEN
WITH A SMALL HOLE

A. Causal surface conductivity: Partially heuristic approach

An ab initio calculation of the causal conductivity tensor
[c32 (), T 0) = a2(xy, rﬂ, z, 7'; w)] for a jellium quantum-
well screen with a hole is a formidable (if not impossible) task
taking us far beyond the scope of this paper. Let us therefore,
in a partially heuristic manner, try to generalize the result
given in Eq. (37) for a screen without a hole. This result was
achieved by retaining only the self-field part of the vacuum
Green’s tensor and by using the long-wavelength (q; — 0)
expression for the conductivity tensor.

A hint of how to make the generalization is obtained by a
certain rewriting of the low-temperature (7" — 0) expressions
for as(w) [Eq. (A28)] and b (@) [Eq. (A11)]. Inthe T — O
limit the electron density of a jellium screen with an arbitrary
number of bound QW levels is given by

m
nd(z:T — 0) = e D (er —e)lYn(P, & <er,

&1y

where ¥,(z) is the normalized wave function of energy
eigenstate number n. As indicated, the summation only runs
over occupied stats (e, < ef). For our two-level system (with
&1 < &F < &) we get

0 (. _m . 2
ne(z;T — 0) = m(ep e)|V1(2)] (52)
and hence a related surface electron density
N2 = / n0(:T — 0z = ——(ep —e1).  (53)
QW wh

The result in Eq. (53) allows one to rewrite the expressions for
aoo(w) [Eq. (A28)] and boo(w) [Eq. (A11)] as follows:

2
doo(w) = niw<ﬁ>2 ! ( (90) (54)
= m ) (hw)* — (&2 —€1)? &3 — &

and

bao( )_"_‘”(ﬁy ! Ne o (s5)
ool ®) = 2 m (Fla))2—(82—81)282—81.

Our alternative formula for by, (w) and a..(w) contain the
position (rj) -independent surface electron density (and its
square) as factors.

For a screen with a hole we heuristically replace N2, by
the corresponding position-dependent surface electron density
NO(ry). This quantity, which depends on r; in the vicin-
ity of the hole, was studied (calculated) on the basis of
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a two-dimensional microscopic extinction-theorem approach
in Ref. [17]. Our generalized expressions for a(r);w) and
b(r|; ) thus are given by

hZ 2 1 NO r 2
a(rj;w) = mio| WZEE - 56
m ) (hw)* — (s —€1)* & — €

and

_ iw [ eh*\? 1 NO(x))
bl @) = ?<7) (hw)?> — (82— €1)? &2 — &1 .

Hence, for a two-level QW screen with a hole we suggest to
apply the expression for the causal conductivity tensor

o (ry, 1), 7, 25 @) = 8(ry — )G (x), 7, 25 w),  (58)
where
ey, 2,25 0) = alry; 0)(U — 20)p()9(E)
br); w) o /
+ o) 5 229(2)d(7).
(59

B. Effective aperture current density

In the framework of linear microscopic theory the screen
current density is given by

o0
Jr), z;0) = / / o (ry, rh, 7,7 w)
QW J —o0
E(r). 7 w)d’rjd7 (60)

in the most general situation. However, in our heuristic ap-
proach the connection between J and E° is spatially local in
the coordinate parallel to the plane of the screen [see Eq. (58)].
The screen thus appears as an inhomogeneous medium in
these coordinates with a constitutive equation of the form

Iy, ) = f 5N (e, 2, 23 w) - By, s )d2 . (61)
QW

The causal conductivity tensor o (r, r’; ) consists of para-
and diamagnetic parts. The diamagnetic part is spatially local
in the rj (r}) coordinates and a function of the surface
electron density No(r||) [cf. Egs. (56), (57), and (59)]. The
paramagnetic part always is spatially nonlocal in form and in
the heuristic approach it is this part which we treat in an ap-
proximate sense. In frequency regions where the diamagnetic
response is the dominating one we expect the expression given
for 6°*(r), z, z’; ) in Eq. (59) to be quite accurate. The local
structure of the diamagnetic response in the z (z’) coordinate
is broken due to the fact that only two energy levels are taken
into account in the z dynamics of the electrons.

Based on general considerations [16], it turns out to be
useful to introduce the so-called effective aperture A current
density

JA(r), z0) = (), 2 0) — Joo(r), 2; 0), (62)

defined as the difference between the current densities of
identical screens with and without a hole. By identical we
mean that, apart for the electronic disturbance caused by the
hole, the optical properties of the screens are exactly alike. Itis

© R
2N N| o
%

Triplet Photon

0 0
Scatt. Photon

(d) B

Tn

EJO_ —
p-, m-, Q- photons

FIG. 4. Schematic illustrations of (a) the division of the current
density of a screen with a hole (7{) into infinite screen (Z) and
effective aperture (A) parts, (b) the multipole aperture scattering, and
(c) the triplet photon scattering. (d) It is indicated that the p(E9),
m(E}, B}), and Q(E{ , B}) moments are induced by the components
of the incoming electric field perpendicular to the two-level QW (E9)
and the magnetic field parallel to the screen (B(H’ .

further assumed that the incident electromagnetic field giving
rise to the current densities is the same in the two cases.

It is obvious that the constitutive equation relating J* to E°
is given by

JA@r), z;0) = / A(ry, 7,7 0) - ENry, 25 0)dZ’, (63)
QW

where
A(ry, z, 75 0) = [a(r); ®) — ao(@)](U — 22)¢(2)p(2)
+ [b(r; ®) — boo()]22P(2)D(Z)), (64)
with the abbreviation
b(r; w)
1 M [ @2(2)dz

ié‘ow

E(rH;a)) =

(65)

and an analogous one for b, (w), obtained by the replacement
b(r|; w) = bs(w) in Eq. (65).

The qualitative idea behind the calculations (Secs. IIT A
and III B) of the current density J(z) inside a two-level QW
with a hole H is presented in schematic form in Fig. 4. The
field-unperturbed surface electron density NO(r)) varies in the
vicinity of the hole, and this fact makes a direct calculation
of the diffraction pattern difficult. The H current density is
divided into a sum of contributions from a screen without a
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hole Z and a so-called effective aperture A. The Z surface
electron density N, is constant across the screen, whereas
the A surface electron density various across A. As indicated
in Fig. 4(a), the A area is larger than the geometrical size of
the hole in general. This fact is associated with two physical
effects: (i) the finite penetration depth of the field in matter
and (ii) a quantum electronic density variation near a vacuum-
matter interface. In a photon formulation the amplitude scat-
tering from Z [incident (0), reflected (R), and transmitted (T)
field] may be described as consisting of triplet photons [31]
[Figs. 4(b) and 4(c)]. If the hole is sufficiently small, it is
useful to expand the incident field induced A current density
in a multipole series. The first three terms relate to electric
dipole (p), magnetic dipole (m), and electric quadropole
(Q) moments of the A current density; p, m, and Q and
the scattered fields from these moments are calculated in
Secs. III C-III E, and IV A-IV C. The key results, relating
p, m, and Q to the components of the incoming electric
and magnetic fields, are discussed in Sec. V. Readers not
interested in the detailed calculations may skip Secs. III C—
IIT E and IV A-IV C (in a first reading of the paper).

C. Multipole expansion of aperture electrodynamics

Since the characteristic wavelength of the incident elec-
tromagnetic fields, which are of interest in this work, always
are assumed to be much larger that the thickness of the QW
screen, it is possible to treat the internal screen (aperture) elec-
trodynamics on the basis of a multipole expansion scheme.
Below we will concentrate on the two lowest-order terms in
the scheme.

Let us start by dividing the aperture current density into its
components parallel (||) and perpendicular (L) to the plane of
the screen, i.e.,

JAr zio) = It ) + JH (. i) (66)

in the space-frequency domain. From Egs. (63) and (64) we
readily get the explicit expressions

Jir), z0) = [a(r); ©) — dee(@)]$(2)

X / ¢(Z/)E(H)(l’||, 7 w)d7 (67)
QW

and
Iy, z0) = [b(r); ) — boo(@)]D(2)

x / O(HEY (r, 7 w)d7,  (68)
QW

where E] = (U — 22) - E” and E) =27 E’.
Next we employ a moment expansion of the aperture
current density in the z coordinate, i.e.,

JA(r), z;0) = 8(2) / JA(r), z; w)dz
QW

_d8(2)
dz QW

JAr w)dz 4+, (69)

and a Taylor series expansion (in z) of the incident electric
field, viz.,

E'(r), z;0) = E(r), 0; oE 0; - (70
(rH7Z9w) (l'H, ,CL))+Z 9z (rHv ,CU)+ . ( )

By inserting Egs. (69) and (70) into Egs. (67) and (68)
and making use of the orthogonality of the two QW states
[Eq. (42)]

#(z)dz =0 (71)
QW
and their opposite parity
| zeeiz=o (72)
QW

one obtains the following result correct to second order:

J(ry, z; |ED) = 8(2)[b(r); @) — boo(¥); )]

2
y [ / ¢>(z)dz} E(r),0:0)  (73)
QW

and
dé(z)

Ji(r), z; 0|EQ-MD) = — la(r); ©) — ao(r; )]

0

2H5E
X |:/ Z(b(Z)dZ} —”(r”,O;a)).
ow 0z
(74)

The expression given in Eq. (73) reflects the fact that the
component of the aperture current density perpendicular to
the plane of the QW screen (Jf) relates to an approximation
where the effective aperture is both an ED absorber and
radiator [16]. In Jf there is no term where the aperture
behaves like an EQ plus MD in both absorption and radiation.
Furthermore, mixed terms corresponding to an ED (absorp-
tion) and an EQ plus MD (radiation), or an EQ plus MD
(absorption) and ED (radiation) do not exist. As the readers
may prove to themselves, such terms vanish because of the
orthogonality [Eq. (71)] and opposite parity [Eq. (72)] of the
two neighboring QW levels. Mixed terms also are absent in
the aperture current density’s component along the plane of
the screen (Jﬂ“). The lowest-order terms in Jﬁ“ is of the EQ
plus MD type [Eq. (74)]. We have thus reached the conclusion
that the effective aperture current density to second order in a
multipole expansion consists of an ED current density per-
pendicular to the plane of the screen plus an EQ-MD current
density parallel to this plane. As required, Jf(rH, Z; w|ED)
and Jﬂ“(r”, z; w|EQ-MD) are proportional to E(i(r”, 0; w) and
E(H)(r”, 0; ), respectively.

It follows from the analysis in Appendix B that the inte-
grals appearing in Eqs. (73) and (74) satisfy the relation

2¢(z)dz. (75)

2m
/ cD(Z)dZ = —2(81 — 82)
QW h QW

We already know that the electrodynamics related to the
electron motion perpendicular to the plane of the screen is
subjected to a local-field correction. Within the framework of
the self-field approximation, where the zz component of the
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space-dependent local-field factor for a screen with a hole is
given by
_ b(l'H N a))

ie ow QW
and the right-hand side of Eq. (36) equals the zz component of
the space-independent local-field factor for a screen without a

—1
L¥(r;w) = [1 <I>2(z)dz} (76)

hole [ngﬁ .. (@)], it is readily shown that

b(ry; @) — boo(@) = L3 (@)L3L (1), 0)[b(r); ) — bog(@)].
(77)

The role of the local-field correction appears in explicit form

in Eq. (77).

In the general multipole formalism the second-rank tensor
f_oooo J(r)r &3r relates to the sum of electric quadrupole and
magnetic dipole dynamics, and the symmetric [% ffooo(Jr +
r])d*r] and antisymmetric [} [ (Jr — rJ)d>r] parts relate
to the EQ and MD dynamics, respectively. Hence, it is rea-
sonable to characterize the QW dynamics proportional to
wi 2JA(ry, z; w)dz [Eq. (69)], as EQ-MD dynamics (the z
dynamics is described via the terms in the third column of Jr
integrated over 7).

Since

b(r); ) — bos (@) o NO(ry) — N2, (78)

it is the difference between the electron surface density for
screens with and without a hole which in the present (approx-
imate) approach determines the size of the effective aperture
for the dynamics perpendicular to the plane of the screen.
Because

a(r); @) — aoo(@) o NI — (VD)
= [-/\[O(rH) _Ngo][/\/o(l‘u) +N£o], (79)

the effective aperture related to the in-plane dynamics essen-
tially is the same. This result, which need not hold in general,
is a consequence of our heuristic replacement N2, — NO(r)).

D. Magnetic dipole moment

Although we have classified part of the scattering from the
effective optical aperture as magnetic dipole scattering, we
have not yet given an explicit expression for the magnetic
dipole moment of the hole. In order to calculate this moment
we use the fact that the antisymmetric second-rank tensor
JﬁD(w), given in Eq. (C3), can be written in the dyadic
cross-product form [19]

Jiip(@) = U x m(w), (80)

where

m(w) = %/m r x JAr; 0)d’r (81)

oo

is the sought-for magnetic dipole moment of the optical
aperture. From the rewriting

m(w) = %/ r x [Ji'(r; ) + J'(r;0)ld’r

1 e ¢}
=3 / (& + y§ +22) x (JA&+ T 3+T1 ) dr,
(82)

use of Egs. (67), (68), (71), and (72) leads to the expression

1 [* . . . R
m(w) = 3 / [z(J‘fxy - JHf‘yX) + J{ Ok — x§)|dr
—0o0
(83)
or in compact form

m(w) = % / 2 x [2Jf'(riw) — rpJ (s w))d’r. (84)

It appears from Eq. (84) that the magnetic dipole moment of
the aperture lies in the plane of the screen.

In the small-hole limit, where Eqs. (67) and (68), via a
Taylor expansion of Eo(r”, Z;w)in z, give

Ji(r; ) = [a(r); ) — s (@)]¢(2)

aEﬁ
><|: / qu(z)dz}—(();w) (85)
Qw 0z
and
J ;) = [b(r); ®) — boo(0)1D(2)
x[ / cb(z)dz]Ei(o;w), (86)
QW

the magnetic dipole moment takes the explicit form

2 po0
m(w) = l[f z¢(z)dz} f [a(r); ©) — aoo(w)]d?ry2
2 QW —

o0

JIE] 1 2
x —(0; w) + —|:/ <I>(z)dz:|
aZ 2 QW
x / [b(r; @) — boo(@)]ryd*r x E(0;w). (87)

In the small-hole limit, where BEﬁ /ox = 8Eﬁ /90y = 0 across
the effective aperture, it follows from the Maxwell equation
V x E° = jwB? that the incoming magnetic field in the hole
is parallel to the plane of the screen and given by

1, JE]
B%(0; )[=B|(0;:»)] = —2 x — (0;»).  (88)
iw 0z

Using this relation, Eq. (87) may be written in the elegant form

m(o) = Bg(w) - B°(0;0) + Bg(w) - E°(0;w),  (89)

where

. 2
Bp(w) = e [/ z¢(z)dz}
2 QW

X / [a(r);w) — aoo(a))]d2r|| (U —-122) (90)
A

and

1 2
Be(w) = §|:f cI’(Z)dzj|
QW
X / [b(ry; ) — boo(w)Iryd?ry x 22. (1)
A
It appears from Eq. (89) that the induced magnetic dipole

moment of the effective aperture in the small-hole limit in
general must be characterized by two frequency-dependent
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MD-polarizability tensors, viz., fz(®) and Bg(w). The ten-
sorial forms of these quantities reflect the fact that only the
components of the incoming magnetic and electric fields,
respectively parallel (Bﬁ) and perpendicular (E9) to the plane
of the screen, enter the formula for m(w).

Local-field resonance enhancement may appear in B ()
and this can be discussed along the same lines as the cor-
responding tensors in the ED polarizability, which will be
discussed in Sec. IV B. For certain geometrical aperture forms
it may happen that only one of the two MD-polarizability ten-
sors is nonvanishing. For a circular hole, for instance, where
a(rj;w) = a(|ry|; @) and b(r|; @) = b(Iry|; w) [and thus also
b(r); w) = b(|ry|; w)], it is clear that Bg(w) = 0 (the integral
over A is zero since the integrand is uneven in x and y). In this
particular case no local-field resonance effects can appear.

Finally, it should be noted that if the component of the
electronic current density perpendicular to the plane of the
screen is neglected [Jj‘_‘(r;w) = 0], as it has been in many
previous macroscopic studies, the induced magnetic dipole
moment is proportional to B alone, i.e.,

m(w) = B(@) - B(0; 0). 92)

In such macroscopic models the diffraction from a small
hole can be considered as caused by the combined effect of
an electric dipole and a magnetic dipole. The reader may
wonder why no electric quadrupole radiation is present in
these models. However, a comparison of Egs. (C16) and (C17)
shows that E]’E“Q(r; w) = EI\A}D(r;w) if one sets Jf(r;w) =
0. Therefore, one may take EE‘Q + Efip = 2E;}, and hence
consider the combined EQ-MD radiators alone as a magnetic
dipole radiator.

E. Electric quadrupole moment

It is known that the first-order tensorial moment
JA(|IEQ-MD) = ffooo JA(r, )rd®r of the aperture current
density distribution JA(r, t), when divided into symmetric
and antisymmetric parts, may be written as [19]

JA(t|EQ-MD) = %Q(t) + U x m(t), 93)

where Q(¢) is the symmetric quadrupole moment tensor, given
in the frequency domain by

Qo) = Lip) = 5 [ Wmor i m o
w 20 J_o
©4)

The tensor JéQ (w) is calculated in Appendix C. When the
general result [Eq. (C8)] is taken in the small-hole limit and
Eq. (88) is used to eliminate BE(H)(O; w)/dz in favor of Bﬁ

(0E(/dz = —iwz x BY), one obtains the dyadic expression
for the quadrupole moment tensor

Q@) = w(@)E] (0;0) + n(w)22 x Bj(0;0) + T, (95)

where T is the transpose of the sum of the first two terms. The
scalar

1 2
n(w) = 3 |:/ z¢(z)dzi| / [a(r); w) — aoo(a))]der (96)
QW A

and the vector

. 2
u(w)z’—[ / <I>(Z)dz] / [b(r); ) — boo(w)ryd’ry
20) QW A
97)

relate to the light-induced electron dynamics of the effective
aperture parallel and perpendicular to the plane of the screen,
respectively. A comparison of Egs. (96) and (97) to Eqgs. (89)—
(91) shows that the magnetic moment may be written in the
alternative form

m(e) = io[n(@)B](0;w) — (@) x E]0:w)].  (98)
In Sec. V we discuss the results obtained in Egs. (95) and (98).

IV. SCATTERING FROM A SMALL HOLE
A. Aperture field: ED and EQ-MD contributions
The effective optical aperture field
EA(r;0) = E(r, 0) — Ex(r; 0), (99)

which is associated with the difference between the electric
fields scattered from identical screens with and without a hole
by the same incident field, may be conceived as a field radiated
by the effective aperture current density. Hence

EA(r; w) =i pow / G(r—r;w) - JA;0)d?r,  (100)
A

in general. On the basis of the second-order approximations
given in Egs. (73) and (74) for the two parts of JA(r;w)
[Eq. (66)], we have

JA; 0) = 8()I{ () 0) — ——

y (101)

o) IHA(I'H;CU),
z

where

I 0) = [b(r); ©) — boo(ry; )]

2
x U d>(z)dz:| El(r.z=00) (102)
QW

and
2
I w) = [a(r); ©) — s (r); w)] [/ zqﬁ(z)dz}
QW

9E?

x —L(r), z = 0; o). (103)
9z

The effective aperture field stemming from the current density
distribution in Eq. (100) thus is the sum of two parts, i.e.,
EA(r; 0) = Efj,(r; 0) + Efyp (r; o). (104)

The first, so-called ED part is given by

Eg‘D(r; ) = iuowf G(r — r"‘, Z,w) - If(r"‘;w)dzrﬁ,
A

z#0. (105)
The second, named the EQ-MD part,
. > / , dé(z')
EéQ_MD(I‘;a)) = zuow/ G(r) — r,z—2z ;a))<— = )
—00 é
L 0)dZdr), 7 #0, (106)
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can be rewritten in a simplified form by carrying out first a
partial integration (in z’) and then making use of the fact that

0 d
—Gr—riw)=—G{ —r;w). (107)
a7 0z

Hence, one obtains
EA (r;w) =—ipow
EQ-MD\T> Mo

a / !

a—G(rH —r), ;) Iﬁ“(ru;w)dzrﬁ,
A0Z

z #0.

(108)

B. Electric dipole hole

If the size (linear extension) of the effective optical aper-
ture is sufficiently small, the variations of the Green’s tensor
and the incident electric field across A may be neglected
and the effective aperture then behaves as an electric dipole
absorber and radiator source with respect to the coordinates
parallel to the plane of the screen. For such a sheet source it
is physically meaningful only to consider the field outside the
sheet (the field diverges everywhere in the z = 0O plane), as
indicated on the right-hand sides of Egs. (105) and (108).

In the small-hole limit, where, as mentioned,

G(r) — r"‘, z0) = G(r, z; ®)
[=G(r; w)] and

(109)

E(r, 0; ) = E(0, 0; ) (110)

[=E(0; w)] for a point inside A, the ED part of the aperture
field [Eq. (105)] is simplified to

2
EﬁD(r;w) = i,uow[/ @(z)dz}
Q

\\4
X [/A[E(r;w) _l;oo(w)]dzr]

x G(r;w) - E(l(();w).

Due to the fact that we have made the electric dipole approx-
imation in the coordinates both perpendicular and parallel to
the plane of the screen, it is not surprising to find that the
effective optical aperture behaves like an electric point dipole
radiator for the sheet currents perpendicular to the aperture
plane,

(111)

Efp (r;0) = 100’ G(r; 0) - p(o), (112)
where
P(®) = a(w) - E°(0; ») (113)

is the electric dipole moment induced by the incident elec-
tric field. A comparison of Eqs. (111)—(113) shows that the
(generally anisotropic) ED-polarizability tensor of the optical
aperture is given by

. 2
() = — [/ <I>(z)dz} / [b(r); ) — boo(@))d’r) 22
Wl Jow A

. 2
- [ / @(z)dz]
w ’ QW

X / L3 (r; 0)[b(r); ©) — boo(@)]d*ry22.  (114)
A

It appears from the second term of Eq. (114) that the
space-dependent local-field factor LEZF (rj;w) only enters
the formalism via a weighted integral [weighting factor
b(r|; ) — bso(w)] over A. This circumstance softens the
possible spatially local resonance enhancements associated
with L?ZF (r; ) itself. In the small-hole limit one may expect
therefore that the most pronounced frequency resonance in
o(w) is associated with the resonance condition for the screen
without a hole [L3F __ appears in Eq. (114)].

In the framework of our heuristic approach, a(w) only
has a nonvanishing zz component. In consequence, the in-
duced electric dipole is oriented perpendicular to the plane
of the screen. Although the same conclusion is reached in the
classical Bethe-Bouwkamp theory for a circular hole [1-3],
this does not mean that the microscopic theory (here for a
two-level QW jellium screen) justifies a classical approach
(cf. the general analysis in Ref. [16]). In the Bethe-Bouwkamp
theory the ED polarizability has no frequency dependence.
This fact is obvious from the fact that the screen in the Bethe-
Bouwkamp theory is taken as infinitely thin and has infinite
conductivity. The frequency dependence of a(w), given in
Eq. (114), reflects the microscopic electrodynamics of our
two-level QW jellium screen.

Our calculation of the internal electrodynamics of the
screen has resulted in a quite complicated result for the
frequency dependence of a(w). Since the complications origi-
nates in the local-field factors L3F (r; ) and L3 __(w), it may
be useful to give a few remarks on the expression obtained
for the induced polarizability when local-field corrections are
neglected [Lff(r”;a)) = Lig,u(a)) = 1]. From Egs. (55), (§7),
and (114) one immediately gets

K Net22

2 _ 2’
w Wp

1 <eh>2 1 [ 2
K=—-|— / CD(z)dz] (116)
2\m &) — €] QW

is a frequency-independent quantity and

Neff=A[A@o — NOxp)]d®ry

a(w) = (115)

where

(117)

is the total number of mobil electrons in the effective optical
aperture. In the absence of the local-field effects these elec-
trons move independently of each other in the external field,
thus making & (w) proportional to Neg (>0). Furthermore, the
resonance frequency of a(w) is at the Bohr transition fre-
quency (in the absence of irreversible damping mechanisms).
The independent field-induced motion of the electrons in
the optical aperture in the absence of local-field corrections
means that the formula given in Eq. (115) for the polarizability
must be identical to the standard result obtained in the electric
dipole approximation on the basis of one-electron theory. As
shown in Appendix B, the expression for K can be written as
2603

K = _dzl—>2dZ2—>l,

A (118)

where d! 7?2 (d>") is the z component of the matrix element
of the dipole moment operator d = —ef* (¢ > 0) belonging to

053825-12



DIFFRACTION OF LIGHT FROM A SMALL HOLEIN A ...

PHYSICAL REVIEW A 98, 053825 (2018)

the transition 1 — 2 (2 — 1). Thus,

A7 =2 (Y| —eklyn) =d27". (119)

In the last equality of Eq. (119) we have made use of the
fact that lower- and upper-state wave functions are (taken as)
real. In general, dzl_’2 = (a’zz_’1 )*. With K given by Eq. (118),
o, (w) takes the standard (textbook) form [32]

2w N
o () = > T dl 722, (120)
h o — oy
In the literature one will see the denominator o® — w?
2 9

replaced by wy — w*, corresponding to the replacement
Negr/ (w? — w%) = —Nelcf/(a)%g — w?). The negative sign in
front of N relates to the fact that in our analysis we subtract
J5.(rj; ) from J5(rj; ) to obtain what we define as the
aperture current density J?(r”;a)) [see Egs. (39) and (62)].
To comply with this one might have used the new definition
NEY = —Neir < 0 [cf. Eq. (117)].

C. Electric quadrupole-magnetic dipole hole

Let us return to Eq. (108) and make the small-hole approx-
imation for the Green’s tensor [Eq. (109)] and the incident
electric field [Eq. (110)] across .A. With these approximations
the EQ-MD aperture field becomes

2
Efqmp (1 ) = — iuow[ / z¢(z)dz]
Q

W

X |:/ [a(r); w) — aoo(w)]dzr]
A

3G (r;w) OE)(0;0)
X . .
0z 0z
At this stage the reader may note the structural similarity

between the ED [Eq. (111)] and EQ-MD [Eq. (121)] parts of
the aperture field.

(121)

V. DISCUSSION OF KEY RESULTS

In the now classical Bethe-Bouwkamp theory of diffraction
from a small circular hole (of radius a) it was concluded
that the diffracted far field of the hole is equivalent to the
coherent superposition of the radiations from induced electric
and magnetic dipoles of moments (in SI units)

480

= m(w) = —iamﬁ"(oiw),

300 rVv—
aET 0 w),
+ 3o

p(w) =
(122)

where E°(07; @) and BﬁO(O’; w) are the fields which would
be present on the z = 0~ side of the screen in the absence
of the hole. In the Bethe-Bouwkamp approach it was assumed
that the screen is infinitely thin and an ideal (¢ — o0) conduc-
tor. In the half space z > O the electromagnetic fields hence
vanish identically if there is no hole. It appears from the
expressions above that the electric (4g9a’/3) and magnetic
(—8a?/3) polarizabilities are dispersion-free (frequency in-
dependent) and equal to those obtained from static (stationary)
calculations (see Ref. [21], Secs. 3.13, 5.13, and 9.5).

To make the bridge from our analysis to the Bethe-
Bouwkamp theory, we note that f)(rH;w) = f)(|r|||;a)) for a
circular hole. In consequence, u(w) = 0, since the integral
over A in Eq. (97) now has an integrand which is uneven in x
(and y). The reduced dipole moments become

P(@) = a1 (@E] (0;0), m(w)=ion(@)B)(0;0). (123)

It follows from Egs. (96), (114), and (123) that the polariz-
abilities are frequency dependent and determined by the elec-
tron dynamics perpendicular [a(w) = o] (w)22] and parallel
[n(w)] to the plane of the screen in the present theory. Instead
of the assumed known fields (ET° and Bﬁo) in the Bethe-

Bouwkamp theory, the prescribed incident fields (E(j_ and Bﬁ)
appear in our theory. The consequence of the replacement
ET (B) = E) (Bﬁ) is that it is necessary to solve a quite
complicated local-field problem [boo(w) = boo(w)], for the
screen without a hole, and suggest a partly heuristic general-
ization [b(r; w) = E(r”;a))]. For a circular hole [pu(w) = 0]
the quadrupole moment tensor is given by

Q@) = n(w)[2B](0; ®) x 2+ B)(0;0) x 22].  (124)

It appears from our analysis that the local-field effects
solely are associated with the self-consistent electron motion
perpendicular to the plane of the screen. Hence, these ef-
fects always are present in the electric dipole moment [see
Egs. (113) and (114)] and they may show up in both the mag-
netic dipole moment [Eq. (89)] and the electric quadrupole
moment [Eq. (95)]. In the expressions for m(w) and Q(w) the
local-field phenomenon is contained in the terms containing
M(w) [cf. Eq. (97)]. In all cases the phenomenon stems from
a correction of the incident electric field component E(j_.
Pronounced local-field resonances may occur in the two-level
electron dynamics in a certain frequency range. At (or near)
resonance it may be reasonable to keep only terms involving
E(i. In this case

m(w) ~ —iop(w) x EY (0; ) (125)

and

Q) = H(@)E) (0;0) + ES (0; 0)(). (126)

However, the reader should note that local-field effects do not
occur in m(w) and Q(w) for a circular hole [cf. Egs. (123)
and (124)].

If one writes the unit tensor in the dyadic (sum) form
U =B{B) + B /B ; + 22, (127)

where IAS(H)_T =Zx IAST‘) is a vector transverse (subscript 7') to
B(H’ in the plane of the screen, one obtains [via Eq. (98)]

U x m() = io{n(w)[22 x B)(0;») — 2 x B)(0; )2]
+ 1(@)E] (0;0) — E] (0; 0)p(@)}.  (128)

With Q(w) taken from Eq. (95), it appears that the first-order
moment of the aperture current density distribution distribu-
tion is given by the tensor

JY@EQ-MD) = U x m(») — iwQ(w)

= 2[iwn(w)B](0; ) x 22 — EY (0; w)p(w)].
(129)
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The key results for a small hole are shown as follows: In
general,

p=a/E],
m = io[nB) — p x E} ],
Q = n22 x B) + pES + T;
for Jf =0,
p=0,
m=1 a)r/Bﬁ,
Q =nizz x B(H’ + T;
near resonance,
| e lE(i,
m>~ —iwp X E(j_,
Qx pE| +T;
and for a circular (c) hole,
p=afE],
m=1i wn“Bﬁ,
Q=n2%xB]+T
for ED (p), MD (m), and EQ (Q) moments of a small hole.
The frequency-dependent coefficients o (w), n(w), and p(w)
(LZ) are determined by quantum-mechanical response theory.
If the electron motion perpendicular to the plane of the hole
is neglected (Jj‘_l =0), only terms with B are present and
thus p = 0. Near frequency resonance terms with o) and p
dominate. For a circular hole (of radius a), the Bethe theory
is recovered if (i) Q = 0 (unjustified), (ii) frequency dis-
persion is neglected, a{ = 480a3/3, and iwn® = —8a3/3u0,
and (iii) the prescribed incident field (E},B}) is replaced

by the assumed known fields for a screen without a hole
ET, BP).

APPENDIX A: LONG-WAVELENGTH CONDUCTIVITY
TENSOR 0 (2, 2'5q; = 0, ®)

1. Calculation of b, (w)

For a closed system with spin degeneracy the linear one-
electron conductivity tensor is in usual notation given by
[19,26-28]

2h fi=h 1
Too(r,Ti0) == 3

1 i JGE]) Ej — E,‘ h(x)—i—Ej — E,‘

X Ji»j(r)Jjai(r/)

for an infinitely extended screen. In the jellium approxima-
tion, where 0 oo(r, I'; @) = 050 (r) — rfl, 7, 7; w), the eigen-
states belonging to the motion in the plane of the screen
may be taken as plane-wave states (27)~! exp(ik; - r), and
the wave vectors (double set of quantum numbers) k; form
a continuum. The 2D Fourier transform of 0., we denote
by 0(z,7;q). ®), as in Sec. IIA. In the long-wavelength

(AL)

limit (q; — 0) all in-plane quantum transitions entering
0(z,7';q) — 0, w) are vertical [see Eq. (10)]. If we denote
pairs of the discrete quantum numbers for the eigenstates
perpendicular to the plane of the screen by n,n’ and the
related wave functions and energies by v,(z), ¥, (z) and
&n, €, respectively, one obtains [19,27-29]

000(z, 259 = 0, )

B @/OO 3 flen+213) = fle) + LK)
B i = (

&n — &) (hw + €, — €))

d’k,
(2m)*

X Jn%n’(z; kH )Jn’en (Z/; kH) (AZ)

where f is the Fermi-Dirac distribution function (in ther-
mal equilibrium). The transition current densities entering
Eq. (A2) are given by

eh ) N
Jn—)n’(z; kH) = - E{zlkulﬁn(Z)W,y(Z)
d n d n’
+2[w<z> My (Z)“,
Z dz

(A3)

with an analogous expression for J,/_,(z’; k) [making the
replacements n = n’, n’ = n, and z = 7' in Eq. (A3)].
For a two-level system [(n, n") = (1, 2) or (2,1)] we have

h
Jioa(zky) = —;—m[zik“d)(z) —20()]  (Ad)

and

h
Jooi (1K) = —;—m[zikm(z’) +20(),  (AS)

where ¢(u) and ®(u) (with u = z, 7’) are the functions given
in Eqgs. (12) and (13). If we decompose k| into Cartesian
components

kj = ki X+k,7¥, (A6)
a moment of reflection shows that 0. (z, z’; q — 0, @) for
a two-level QW system must have the dyadic form given in
Eq. (11). This reason originates in the fact that all integrals
uneven in k| . or k; , will vanish upon integration over the K
coordinates.

Since the quantity

Z-Ji2 (kDI (25ky) - 2
=2 -Jo(zkDJio2(2 Ky - 2

eli \* ,
= —(——) Q(2)P(2)

2im (A7)

is independent of kj, it appears from Eq. (A2), applied
to a two-level QW screen, that the zz component of the
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conductivity tensor in a first step is given by

) 20 ( el \* 1 1 1
Uoo,zz(z’ ,q) —> 0,w)= l_<__) (= 1)¢(Z)CD(Z ) £l — 82( + )

In the low-temperature limit and with ¢; < er < &, f(&2 +
h k2 /2m) = 0. The integral over the k; plane in Eq. (A8)

therefore becomes
% R2k2\ d(k?)
I I
A f(81 + 2m> 4

/Oof € +% L _
I\ T 2w ) ey

m

e +x)dx = € £1). A9
2nh2/ fler+x) 2(F 1) (A9)

After a little algebra one reaches the result
000,:2(2, 25q = 0, @) = boo (0)P()P(Z),  (A10)

where

ie’hw (eF — &) 1
b = , (All
(@) 2rm (82 — & > (hw)* — (&2 — €1)? (D

as cited in Eq. (46).

2. Diamagnetic contribution bgo (w)

It is known [19] that the diamagnetic part a]go(r, r’;w) of
the conductivity tensor o (1, r’; ®) is given by

o2 (r,v;w) = ij

@i Ej

This result was used in our extinction-theorem approach to
the quantum-mechanical diffraction theory of light from a
small hole [17]. Note in Eq. (5) of Ref. [17] that a factor of
2 (typographical error) is missing (but present in subsequent
equations).

Having gone through the various steps in the calculation of
05(z,75q) — 0, w) it is pretty clear that

J,_>,(I')Jj_>z(l‘) (Al2)

D .
On (2. 25q) = 0, ®)

2 eh \?
=.—<——> (— 1)<I>(z)<l>(z)

iw 2im — &
272 272
oo 2m 2m 2m)?

(A13)

and hence in the low-temperature limit
U (2,214 = 0,0) = bR (@)P()P(E), (Al

where

. 2 _

P () = —o EF O (A15)

2umw € — €]

A brief glance at Eqs. (A14) and (A15) seems to indicate
that we have reached an unusual (and unsatisfactory) result
because the universal diamagnetic effect basically is structure

ho+¢e — & ho + ey — &

1wk \ | d?k
- f(‘gz + W)] Qny

(

(A8)

independent [19] and local and thus only depends on the
particle number density (and the frequency w). In a three-
dimensional scenario

)
=),
mw

(r.r';o) = (A16)

OO Z
where n°(r) is the field-unperturbed charge particle (electron
density) [19]. The result in Eqgs. (A14) and (A15) which is
structure dependent (via €1, &;, €f, and @) originates in the
fact that we have reduced the general diamagnetic formalism
by taking into account only two levels in the z dynamics. This
becomes apparent if one uses Eq. (53) to eliminate er — &,
in favor of the surface electron density N/ g) in Eq. (A15). For

oD
Ooo... We then get

i€2 2
—_— — O ()P ().
mow  2m(ey —¢&1) (2)®()

(A17)

D .
Joo,zz(z’ 7 q — 0,w) =

The factor i e N2, /mw obviously is the two-dimensional ver-
sion of Eq. (A16) for a homogenous density distribution.

3. Paramagnetic contribution b}; (w)
From the paramagnetic part o*_(r, r’; w) of the conductiv-
ity tensor 0 (1, I'; w), viz.,

ol (r,10) = 00(r, T;0) — oo (r, 1 w), (A18)

one immediately obtains by subtracting Eq. (Al4) from
Eq. (A10) the result

of (z.75q) = 0, 0) = b (0)P()D(2), (A19)

where

ie> (es—e1)(er —&1)
2nme (hw)? — (g5 — €1)?
(A20)

bE (@) = boo(@) — b2 (w) =

The ratio between the zz components of the paramagnetic and
the total conductivities is particularly simple:

P N2
= @) (Szhw8‘> . (A21)

boo(w)
Both b¥ (w) and b2 (w) diverge in the low-frequency limit
(w — 0), whereas by, (w — 0) = 0. This underlines the im-
portance of keeping the often neglected [32] gauge-invariant
diamagnetic part of the conductivity tensor in linear electro-
dynamics analyses.

(Z Z,q”—>0 C())

OQZZ

UOO.,ZZ(Z’ Z ’ q|| g 07 (,())

4. Calculation of a,,(w)

It appears from Eq. (11) that the quantity a..(w) relates
to the components of the conductivity tensor o «(z, 2’5 q), @)
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which lie in the plane of the screen. To determine the explicit
expression for a(w), we follow the procedure used above to
calculate b (w). We already know that the conductivity tensor
in the long-wavelength limit has the diagonal form

sl 0 0
o=(0 o o0 (A22)
0 0 O'OJ:)

system (o} =
Ooo.225 ao”o = Oooxx = Ooo,yy). From Egs. (A2), (A4), and
(A5) one sees that the important combination of transition
current densities for a calculation of ooo is

(U —22) - Jimo (koo (25 ky) - (U — 22)

in the chosen Cartesian coordinate

h 2
N <_261_m) (20)°¢ (@) )lk] KR + K, 9§
+ kyoky (XY + §%)1. (A23)

Since the off-diagonal components disappear upon integration
over the k plane, it readily appears that the only integral
necessary to calculate is

00 2k2 dzk
K2 I

/_wf<€‘+ 2m ) @y
00 hzkz 42k

_ 2 9k
/oof(81+ 2m ) )2

1 [ h2k2 2.k
_Ef_oof o I2ny
recalling that f(e; + hzkz /2m) = 0 in the low-temperature

limit. As the readers may show to themselves, one obtains in
the 7 — 0 K limit

e PR R
- & = EF — & .
2 ) I\ T o ) 2y T T

Gathering now the various factors [as in Eq. (A8)], one gets

(A24)

(A25)

ol (2,759, = 0,0) =0l (z,7;q) — 0, 0)(U — 22),

(A26)
where
ol (2. 25q) = 0,0) = a(@)Pp)PE).  (A2])
with the following explicit expression for a, (@):
ic’w (sp — &1)? 1
= . A28
e N (P Ay Pspmpey e

The paramagnetic part of d(w), denoted by a® (), is given
in Refs. [18,26] and the expression for the diamagnetic part of
the ax (@) coefficient a (w) is easily obtained from a? (w) =
oo (W) — ago (w). The reader may note that

ago(w)_ &)y — &1 2
oo (W) _( how ) ’

This ratio is the same as for bgo (w)/boo(w) [see Eq. (A21)].

(A29)

APPENDIX B: SMALL-HOLE POLARIZABILITY
WRITTEN IN STANDARD FORM

In the small-hole (ED-ED) limit the aperture field EA(r; w)
becomes identical to that of an electric dipole oriented per-
pendicular to the plane of the screen. Due to the pres-
ence of local-field effects the dipolar polarizability a(w) =
o, (w)ZZ exhibits a quite complicated frequency dependence
[see Eq. (114)]. If local-field corrections can be neglected,
the frequency dependence of «,,(w) takes the simple form
(w* — culzg)’1 [see Eq. (115)]. In the standard quantum theory
for the electric dipole polarizability of an atomic point dipole
local-field corrections are neglected and the polarizability
tensor also exhibits the frequency dependence (o> — w%’ ij )~ !
in the part related to the i — j transition: wp ;; = |&; — &;|/h.
Although the expression derived for the hole (optical aperture)
polarizability in this paper was obtained on the basis of the
fundamental interaction (/) Hamiltonian

2
A= [p-A@. 1)+ Ar. 1) - Pl + —A(r. 1) - AT, 1),
2m 2m

(BI)

= (h/i)V being the electron momentum operator (in the r
representation), it is well known [19] that H; is equivalent to
the electric dipole interaction Hamiltonian

H; = ef - E(r, 1) (B2)

in the long-wavelength (ED) limit where the vector poten-
tial A(r, ) does not vary in space across the given object
(atom, small hole, etc.), i.e., A(r, ) >~ A(0, ¢) (with the object
centered at the origin of our coordinate system). In the r
representation the electron position operator is £ =r. The
considerations above indicate that it should be possible to
rewrite the small-hole expression given in Eq. (115) for o, (w)
of a two-level QW screen in a form formally identical to that
of o (w) for a two-level pointlike atom.

To achieve the aforementioned goal let us consider the
integral |, w P(2)dz appearing in the expression for K
[Eq. (116)]. A partial integration of either the first or the
second term in ®(z) [Eq. (13)] gives [¢(z) and ¥;(z) vanish
asymptotically]

h / o@dz=2 [ i )EM(Z)Z
t Jow QW dz

hd
_ / roT 00 @y

Hence, recalling that ¥ (z) and ¥, (z) are real, one has
h
P e@az=2pt=2pi b4
l QW

where

l*)J = (1///|Pz|lﬁz)

is the matrix element of the momentum operator relating to
the transition from i to j. From Eq. (B4) we obtain

2
4
[/QW @(z)dz} = thf*lpz‘*z. (B6)

i, j)=(1,2)or(2,1), BS)
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If we denote the (assumed local [17]) QW potential by V| (z),
the (well-known) commutator relation

= . P? il
(2, Aol = |2 2=+ Vi) | = — (B7)
m m

allows one to rewrite the matrix element in Eq. (B5) as
R m oA
(Wil pz\Vi) = EWH[Z’ Hol i)

m A
= & —e));12v), (B8)

where ¢; and ¢; are the eigenenergies belonging to the station-
ary QW states i and j. Since

d;7 = (Yl — e2lvi),
is just the z component of the transition (i — j) matrix

element of the electric dipole moment operator d = —ef, we
have

e >0, (B9)

p. )= %(81' —g)d, . (B10)
By combining Egs. (116), (B6), and (B10) one obtains the
result cited for K in Eq. (118). With this expression one is led
to the standard formula [32] for «,,(w) [Eq. (120)]. Q.E.D.

APPENDIX C: ELECTRIC QUADRUPOLE AND
MAGNETIC DIPOLE DIFFRACTION

In Sec. IV we discussed the scattering from a small hole on
the basis of a one-dimensional moment expansion of the aper-
ture current density in the direction perpendicular to the plane
of the screen [Sec. I, Eq. (69)]. Although this expansion may
dure the essential part of the physics related to the diffraction
from a two-level QW screen, not least near the electronic
(hw ~ gy — 1) and local-field resonances [see Egs. (65),
(73), and (74), with the a’s and b’s given by Egs. (54)—
(57)], a division of the second-order aperture current density
J ﬂ‘l(r”, z; w|EQ-MD) into its electric quadrupole and magnetic
dipole parts requires a three-dimensional moment expansion.

1. Symmetric and antisymmetric tensorial moments of the
aperture current density: Scattered EQ and MD fields

The electric field radiated from a prevailing aperture cur-
rent density J*(r;w) is given by Eq. (100). The combined
electric quadrupole and magnetic dipole contribution to the
aperture field is obtained from Eq. (100) by replacing JA(r; w)
by the first [superscript (1)] -moment expression [19]

oo
I, o) = —U JA(r;w)rd3r:| - V5(r). (&)
—00

This equation is the 3D generalization of the second term
on the right-hand side of Eq. (69). The symmetric and anti-
symmetric parts of the second-rank tensor integral in front of
Vé(r), viz.,

o =5 [ Hwort it molds )

and
o0

1
K@) =5 f A or — i@ olds, (C3)

—0Q

relate to the source of the electric quadrupole and magnetic
dipole radiation, as indicated by the subscripts. In Egs. (C1)-
(C3) dyadic notation has been used.

In order to determine JéQ(w)JﬁD(a)) we start from the
tensor

/OO JAr; o) d’r = [oo It (r; ) + I (s 0)r dr,

where the explicit formulas for Jfl‘l and Jf are given in
Egs. (67) and (68) in our two-level QW approximation. The
tensor (integral) associated with the aperture current density’s
component perpendicular to the plane of the screen takes the
dyadic form

/ JAr; o) d’r =f

= / T )2 (xk + y§)d3r.  (C5)

o]

JAx; w)ar dr

The last term of Eq. (C5) is obtained from the fact that the
integral of J f(r;w)zﬁ over z vanishes because of the parity
condition in Eq. (72). The tensor (integral) related to the in-
plane component of J*(r; w) becomes

/ JA; o d’r

= / [T ()X + T, (r: 0)§ | (xX + y§ + 22)d’r

oo

oo
= [ I o)ke + T (i 0)§2]dPr, (C6)

o0
where the last term follows by use of the wave-function
orthogonality [Eq. (71)]. The symmetric and antisymmetric
parts of
[e.¢] oo
/ JA(r; w)r d&r = / [ZJ”“flx r;o)X+72+ zJ”“flv(r; w)yZ
—00 —0o0

+xJ A w2k + y I (r; w)2§]dr
(CT)

hence are given by
l oo
Jio(@) = 5 / {[2J7 (5 0) + x T4 )] R2 + 28%)

—00

+ [ )+ y I )] G2+ 29) | dr

L[> 4 1

=3 Uy (r;o)z + 2] (r; o)

—00

+ 1 (s ) + J1 (s o)y 1d3r (C8)

and
Jiip (@) = % [ Z {[2d7 (5 0) — x T (r; )] (R% — 28)
+ [\ 0) — yI{\r0)| (32 — 29)}d*r
-5/ Z[Jf(mw)z 3w )

+ J(r; 0)ry — 13 (e w)1d*r. (C9)
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In the general 3D analysis the diffracted electric quadrupole
field from the effective aperture therefore is given by

oo

Eo(r; ) = — it / G(r —1’;0) - Jio(®)

—0
-V's(rH)dr (C10)
and the magnetic dipole field by
o0
Eﬁﬂnw)=—wmw/](Hr—ﬂanﬁﬂw)
—0Q
SV'S(e)dr . (C11)

At this point we note that the zeroth [subscript (0)] moment
of the aperture current density, namely,

Ko =50 [ Hwoxs

(o]
=5(r) f JA(r; w)dr, (C12)
—0o0
readily leads to the result obtained for the electric dipole
hole in Sec. IV B. The last term in Eq. (C12) follows from
the fact that the integral of Jfl‘l(r; ) [Eq. (67)] vanishes due
to the wave-function orthogonality [Eq. (71)]. Thus, with
JA(r; ) = J§ (r; ) one has

oo
Efp(r; 0) = i nooG(r; o) - [ / Jf(r;w)d3r], (C13)
—0o0
and thereafter, by means of the explicit expression for
Jf(r; ) [Eq. (68)] and the small-hole approximation for the
incoming field [Eq. (110)], one regains the result in Eq. (111).

2. Aperture fields in the one-dimensional moment expansion
In order to make a connection with the analysis in Sec. III C
we neglect the §-function derivatives in the plane of the
screen. Thus, with

,08(r)

Vo(r)~ i d8(2)
90z

dz ’

=126 (l'||)

(C14)

Eq. (C10) is reduced to

Ef(r; )
. *© , ,08(z) -,
= —zuow/ G(r||,z—z;a))-J“E4Q(w)‘Z 97 dz
. 0G(r; w) R
= —ipoo—— Jio(@) - 2. (C15)

The last term of Eq. (C15) is obtained upon a partial integra-
tion and use of Eq. (107). By means of the explicit expression
for J{E“Q(a)) [Eq. (C8)] one obtains

ipnow 0G(r; w)

Bily(ri) = — 2 22

: [ / (237 (r; ) + 1y T (r; w)]d%]
(C16)

An analogous calculation leads to the following formula for
the magnetic dipole field:

ipnow IG(r; w)
2 0z

: [ f [2Ji'(r ) — 1 Jf(r;w)]d3r].
(C17)

Efp(r;0) = —

If one adds the EQ and MD aperture fields one obtains a result
which only depends on the integral of zJﬁ‘l(r; w), i.e.,

Efo (1 @) = Efo (r; 0) + Efp (r; 0)

_ _iuowaG(r;w) . [/ ZJA(r;w)dsr]

0z
(C18)

For the one-dimensional model we can conclude that, al-
though the combined EQ-MD aperture field E]éQ/MD (r; w)
depends solely on the current density parallel to the plane of
the screen [Jfl“(r; )], the current density perpendicular to the
screen [J f(r; w)] is needed in order to divide the aperture field
into its electric quadrupole [EéQ(r;a))] and magnetic dipole
[E{ip (r; @)] components.
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