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Abstract. In a recent Letter to the Editor (1998ure Appl. Opt 4 1-5), the differential
formalism of Chandezoet al (the C method) was extended to treat layered gratings in which
the profiles of the medium interfaces within the same grating are different from each other.
Numerical experiments have shown that a computer program based on the recipe given in
the Letter gives excellent numerical results for diffraction efficiencies. However, a crucial
assumption was implicitly used without justification. In this paper, we examine this assumption
and comment on its validity. In addition, we suggest two alternative ways to extend the C
method, and show that one of them is as effective as the recipe given in the Letter.

1. Introduction

The original differential formalism of Chandezenal [1, 2] (henceforth, the C method) has
been proven to be a powerful method for modelling multilayer-coated diffraction gratings in
the entire optical region. However, it was only applicable to the case in which all contours
of the medium interfaces of a grating have the same functional form and amplitude. This is a
severe limitation because in reality the medium interfaces of coated gratings never perfectly
follow each other. Moreover, in some applications the interface profiles are intentionally
shifted relative to each other in the direction of the grating vector [3].

Recently, Granett al [4] extended the C method to allow the periodic medium interfaces
to have different functional forms and amplitudes. Numerical experiments have shown that
a computer program based on the procedure suggested in [4] gives excellent numerical
results for diffraction efficiencies. However, in the theoretical presentation of [4], a crucial
assumption was implicitly used without justification. Basically, this assumption asserts that,
throughout a medium between two interfaces the sum of all upward (downward) propagating
waves and upward (downward) decaying waves expressed in terms of the eigensolutions of
Maxwell's equations in one coordinate system is equal to a similar sum expressed in the
other coordinate system. In this paper, we carefully examine the validity or invalidity of
this assumption. In addition, we suggest two alternative ways to extend the C method, and
show that one of them is as effective as the extension suggested by @rahet

2. Background information

Here, we only give the mathematical formulae of the C method to the extent necessary for
the reader to follow the discussions in the subsequent sections. A reader who is not familiar
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with the original C method is referred to [1] and [2] for more background information.
To achieve maximum clarity and ease of reading, we use a notation that is substantially
different from that used in [4].

Without loss of generality, we only consider the non-conical mount andTthe
polarization (electric field vector parallel to the grating grooves). The Gaussian system
of units and the harmonic time convention éxjiwr) are used. The magnetic permeability
is assumed to be unity everywhere. The Cartesian coordinate system and the notation for
the media and medium interfaces are illustrated in figure 1. For the sake of simplicity, only
two representative adjacent interfaces are shown. The interfaces in general have different
functional forms and amplitudes, but they share a common pefiothe thickness, of
layer p is measured between the mid lines of the two boundaries.

L

p+1

a,(x)

Figure 1. Notation for the description of a layered grating.

In contrast to the original C method, where one curvilinear coordinate system applies
to all periodic interfaces, in the present case every interfg¢e) generates a curvilinear
coordinate system:

Xp =X up =y —a,(x) p=2z. 1)

Thus, the interface represented by= a,(x) is given byu, = 0. Whenever there is
no danger of causing confusion, we will drop the subscript for variatded z. However,
the reader should bear in mind that the direction of unit vegtodepends orp.

We denote all matrix quantities that depend on both the medium and the coordinate
system by using a pair of superscripts enclosed in parentheses, the first superscript for the
medium number, and the second for the coordinate system in which the eigensolutions are
obtained, leaving the subscripts for labelling the matrix elements. For quantities that depend
only on the coordinate system, a single superscript enclosed in parentheses is used. For
scalar quantities, subscripts are used, except for the vector components of the fields printed
in bold face. Following the tradition of the C method, we have

FPD(x,u,) = EP?(x,u,) (2a)
G (x, Ug) = KH)g’"’)(x, uq) (2b)

wherex is the vacuum wavenumber.
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In the C method, Maxwell's equations are written in a covariant form and the
electromagnetic fields are expanded in Fourier series. This procedure leads to a matrix
algebraic eigenvalue problem (in a spatial region where the permittivity is a constant):

(p,q) (p.q)
F, F,
(p.q) m —_ (.9 m
Mpq( G ) _AM< Giro ) 3)

where 174 is the eigenvalueF,”? and G\*?, together as the eigenvector, are the
independent Fourier coefficients 5f7% andG*-9), andM 7% is a complex matrix whose
definition can be found, for example, in [2]. Here, we have used a typical element, e.g.
F7? to represent the whole sub-column vector. This type of short-hand notation will be
used frequently in this paper.

We partition the full eigenvalue spectrum?? of A9 as follows:

oD — PO+ | 5PD- 4)
where

o POt = (L9 ReAPD 4 Im AP D > 0, Vm} (5a)

oD = (LD RepAPD 4 ImAPD < 0,Vm}. (5b)

It can be shown that for any truncation &% to a finite sizes”9* ando?9~ have

the same number of elements. From now on, we denote quantities correspongifig’to

by subscripts or superscriptis. Also, we call an eigensolution of equation (3) associated
with A9+ an up-wave and that associated wit#i¥~ a down-wave. From equation (5),

an up- (down-) wave is either propagating or decaying in the upward (downward) direction.
The sum of all up- (down-) waves can be written as:

B (P
FPO(x,ug) = Y 6o Frarsgh! " ug (63)
m,n
B (Pt
GV (x,ug) =) dunrGiraEdh ey raE (6b)

m,n

where (F59%, GIE9%) and v{P9* are the eigenvector and its amplitude, respectively,
corresponding to eigenvalue”?*, ande,, is defined conventionally

a, =og+mK ag = ki sind K =2n/d ©)

with k; being the wavenumber of the incident medium.

Equations (6), as representations for ffzetial fields, are valid solutions of Maxwell's
equations, excluding the boundary conditions, everywhere in megiufRor thetotal fields,
however, similar expressions cannot be written without a careful consideration of the spatial
domains in mediunp because the boundary conditions have to be imposed. In figure 2, the
dashed curves8,(x) anda,_1(x) are obtained by shifting, (x) anda,_1(x) down and up
so that they are tangent tg_,(x) anda,(x), respectively. In mediump we define three
spatial domains as follows:

Q,: the space bounded hy, (x)anda,_1(x)
Qr the space bounded hy, (x)anda, (x)
Q,: the space bounded hy,_1(x)anda,_1(x) .

Thus, for the total fields, we have
F(P,P)(x’ up) — F_f_PvP)(x’ Mp) + FEPqP) (x, up)

(x,u,) € QF (8)
G(P'p)(x, up) = Gf‘p) (x,up) + G(_p’p)(x» Up) ’ !
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a,(x)

ﬁp-l (x)

(a) ()

Figure 2. Domains where the full-spectrum expansions for fields are vak).The overlap
domain covers a full grating periodb)(The overlap domain does not cover a full grating period.

and
_ p—1 p—1
FPr Y u, 1)=F"" P, u, 1)+ F"" Y (x,u, 1)

(x,u,_1) € Q2. 9
GPP Y (x,u, 1) = Ggrp’p_l)(x, Up-1) + G (x, Up-1) ’ !

Clearly, in the overlap domaim;m}; (the cross-hatched domain in figurea2énd 26)),

both equations (8) and (9) are valid. Outside the domains specified in (8) and (9), these
equations may be invalid because the permittivity is not a constant with respect to

To see that this is true, one only needs to consider the special case in ayhigtr)
represents a horizontal straight line. Then equation (9), when used in d@pabecomes

a mathematical statement of the Rayleigh hypothesis. It is worth noting that when the
two curves are sufficiently close and their amplitudes are sufficiently different the overlap
domain becomes discontinuous with respect o either coordinate system (cf figureti®.

The virtue of the C method is that it allows the boundary conditions be written simply
and accurately by taking advantage of the fact that the medium interface coincides with a
coordinate surface of the natural coordinate system. The boundary conditions=e are
satisfied by requiring

F(p'p)(x, 0) = Fr+lp) (x,0)

GP-P(x,0) = GP*TLP (x,0). (10)

Or, in terms of scattering matrix,
+1,p)+ D)+
pP+Lp) _ (PP (11)
pP.p)— - pPp+L.p)—

(p+1,p)+ p— \~1 D)+ (p+1,p)—
v (1 Pt ) (Frf,';f” S )

Gﬁ,{’,fl"’H _gWw-»- G%QPH _G(p+l.p)—

with

(12)

mn mn

where the superscriptp] of the s’ matrix refers to the interface where the boundary
conditions are matched.

Equation (11) does not possess a recursive form with respect to the interface number.
Referring to figure 3, where the two solid lines schematically represent the two curved
interfaces in figure 1, what we have accomplished is crossing the soligliriéthe two
interfaces were identical,”"”~"* and v{""”’* would have been linked one-to-one by an
exponential propagating factor, and equation (11) could be easily modified to have the

desired recursive form. When the two interfaces are not identical, connegtiig”* and
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Figure 3. Schematic description of up-waves and down-waves in a layer. The solid lines
represent real medium interfaces, and the dashed line represents the need for coordinate
transformation.

vP"P* across the dashed line in figure 3 is not so simple, and how to cross the dashed line

is the central issue of this paper.

Actually, the problem of layered gratings with two different profiles has been dealt with
in the literature for the special case in which one of the interfaces is planar. Two approaches
have been taken to represent the fields in the region bounded by a curved interface on one
side and a planar interface on the other. Popov and Mashev [5] used the full spectrum of
eigensolutions in the curved coordinate system. Li [6] used a sum of the eigensolutions
in the Cartesian coordinate system (Rayleigh waves) and the eigensolutions in the curved
coordinate system (quasi-Rayleigh waves).

3. Half-spectrum connection methods

The dashed line in figure 3 does not represent a physical boundary. Thus, there are no
boundary conditions to be matched. We only need to connect the amplitudes of the field
expressed in one coordinate system to the amplitudes of the same field expressed in the
other coordinate system, a procedure which we will refer to as field connection.

3.1. The method of Granet et al [4]
In [4], the field connection is accomplished by making the following assumption:
Assumption AFor any(x, u,) and (x, u,_1) describing the same point f2,,,

FPP (o uy) = FPPD (x,up 1) . (13)

(We will discuss the validity of the above assumption later.) The conditiorixfos,) and
(x, u,—1) to describe the same point is

up +ap(x) =up_1+ap_1(x). (14)
If we demand that equation (13) be true along a curye= constant, we have
FP (x,up) = Y770 00,1y + ay(6) — a4y 1(x))
= F"" Y (x, u,) (15)
where
Fj(tp’q)(x, u) = Z ei“’""1‘5(”"’)iei’\i’,)'LI)i”’v,(l’)"’)i (16)

mn
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with

ad ,q)*x ,q)=*

Ean0® =3 LR (17)

1
and
i 1 /¢ i (p)E imK
LD = 3/ M lar () —a, ()] gmimKx g (18)
0

In equation (18),

r=r(p,q) = . (19)
p—1 if g=p.
Similarly equation (13) taking on,_; = constant gives,
FPr=Dy, Up_1) = PP (x, Up_1). (20)

Throughout this paper, we use a tilde abok¥”% and G»¢ to denote the vector
components of the field that are in coordinate systeim, g), have (x,u,) as spatial
variables, and are expressed in terms of the eigensolutions in coordinate gystentilde
will be needed later in section 4.) It is extremely important that the reader fully understand
the above definition of"”?) and G"? because they play a crucial role in the definitions
of the different field connection methods that we will introduce below.

With the above preparation, the field connection method adopted in [4] can be expressed
as (method 1)

FP"(x,0)= F""P(x,0) (21a)
FPP (00 = F7"V(x,0). (21b)

In terms of scattering matrix, we have
(p.p)+ (p.p—D+
v _ Y
( p(P:p=1— > =S v(P:p)— (22)

P)+1-1 o(p,p—D+
0 ( G W 0 )
_ 2
0 P W O

with
(23)

where the superscrigp) of thes” matrix refers to the medium in which the field connection
is made. Equation (21) describes a half-spectrum connection method, since the two halves
of the eigenvalue spectrum are connected separately. For later reference, we will call it
method 1.

By combinings’® ands”” in the usual way for scattering matrices, a layer scattering
matrix can be formed

p(p+Lp)+ - p(@:p=D+
ppp=D— | =S ptLp)- (24)

which has the required recursive form. The whole grating problem can then be solved using
the usual recursion formulae for the global scattering matrices.
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3.2. Physical consideration about assumption A

From an intuitive physical point of view, assumption A seems very reasonable. Indeed,
within layer p there is no physical boundary; therefore, there is no physical mechanism that
can turn an up-wave to a down-wave or vice versa. From a fundamental physical point of
view, an up-wave or a down-wave is a physical entity (not in a practical sense); therefore,
its eigensolution character should be invariant under a coordinate transformation. Note that
the coordinate transformation fromto u,, in equation (1) is linear and has a positive unity
magnification. Thus, the physical consideration not only supports assumption A, it further
suggests a one-to-one correspondence between the waves of the same type in two different
coordinate systems.

Unfortunately, the invariance of some of the eigensolutions is severely destroyed by
the matrix truncation that is unavoidable in the numerical implementation (for numerical
examples, see section 6). Thus, once the matrix truncation is imposed, the eigensolutions
are not only physical but also mathematical objects, and assumption A becomes suspect.

3.3. Mathematical consideration about assumption A

Even if the validity of assumption A can be established on physical grounds, equation (13)
is not an identity when matrix truncation is imposed. Take equation (20) as an example. The
left-hand side contains eigenvaluesiff-?~1*, but the right-hand side contains eigenvalues
in o(»P*_We know that for any truncatioa?-»~V* £ 5 -P)%_ Therefore, equation (20)
cannot be satisfied for a continuous variabje;. It can only be viewed as an approximate
equation.

More importantly, without a proper restriction of the domain of validity, assumption A
could lead to the Rayleigh hypothesis. For example, if we apply equation (13) to both the
up-waves and the down-waves at the same locatjos 0 we get, (method 2)

FPP(x,0) = F""Y(x,0) (25a)
FPP(x, 0= F7"V(x,0). (25b)

In the special case whem,_1(x) represents a horizontal straight line, settipg= 0 in

the first equation of equation (8) and making the substitution of equation (25), we get a
mathematical statement of the Rayleigh hypothesis. Note that the Rayleigh hypothesis is
cleverly avoided in method 1 by connecting the up-waves and the down-wadéfeatnt
locations.

Next, we consider the asymptotic behaviour of the eigenvalues and eigenvectors.
Suppose the Fourier series of the fields are truncated to Adgems symmetrically on both
sides of the 0 order. Then, the dimension of malvi?¢) is N = 4P +2. The numerically
computed eigenvalues and eigenvectors therefore depend dom this subsection, we use
an additional superscriply, to indicate this dependence. Numerical experiments show that
for a fixed constant,

lim APaME = g (26)

N—oo
where ﬂ,(,p) is the usualy component of the wavenumber in the Rayleigh expansion (the
Rayleigh eigenvalue). In equation (26), we have assumedjibéﬁ) and A77"M* have
been properly ordered with respectito The interesting feature of equation (26) is that
the limit is independent of coordinate systgm This is not surprising because in a
homogeneous space the eigensolution of Maxwell's equation is just a plane wave and,
as remarked in subsection 3.2, the eigenvalue should remain invariant under the coordinate
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transformation given by equation (1). It is extremely important to note that the convergence
in equation (26) is non-uniform: for equation (26) to be truemust be a constant. (In

the special case af, (x) representing a planar surface, the limit sign can be removed.) An
expression describing the asymptotic behaviour of the eigenvectors, similar to but much
more complicated than equation (26) also exists, but it will be not presented here.

Numerically speaking, for a sufficiently largé approximately half of the eigenvalues
in o ?%N that have smaller absolute values (lower order numbers) are equal to the Rayleigh
eigenvalues; the other half are very different from the Rayleigh eigenvalues. In fact, the
higher-order half generally assumes complex values even for a lossless medium. As has
been commented by the previous authors [1, 2], one cannot simply throw away the higher-
order half of the eigensolutions. The asymptotic behaviour exhibited in equation (26) is
essential to the success of the C method.

The conclusion of this asymptotic analysis is as follows. From a mathematical point of
view, althought the convergence of the lower-order half of the spectrum supports assumption
A, the non-convergence of the higher-order half of the spectrum destroys its validity.
Furthermore, because the higher-order half of the eigensolutions do not have clear physical
meaning, it is difficult to use the physical consideration given in subsection 3.2 to support
assumption A.

4. Full-spectrum connection method

In subsections 3.2 and 3.3, we have shown that assumption A is essentially based on physical
intuition or on the invariance of the eigenvalues of Maxwell’s equations, and because of the
inevitable matrix truncation occurring in numerical analysis, this assumption is questionable.
On the other hand, the laws of physics also require that the total electromagnetic field
be covariant under a coordinate transformation. If at a given location the eigenfunction
expansions of the total field in two coordinate systems both converge, they should correspond
to the same physical field. In other words, they should be related by the tensor transformation
rule. Although the covariance of the total field is not exactly preserved due to matrix
truncation, its accuracy should improve as the matrix size increases.

Suppose that the two interfaces are sufficiently apart, as in figae (et A, =
a,(x) — a,(x). If we connect the field expressed in coordinate systeand p — 1 along
a,(x), then we have the full-spectrum connection method, (method 3):

FPP) (y, —A,) = Fr=D(y, —A,) (27a)

GPP(x,—A,) = G Py, —Ap) (27b)
where

FP9D(x u) = Ffrp’q)(x, w) + FPP (x, u) (289)

GP9(x,u) = éﬁf‘q)(x, u) + G (x,u) (280)
and

GOV () = Y e Gl s 29)

G = S 4+ A — [d)ysn) P 0

l

The integerr in equation (30) is defined in equation (19). Note that the expression of
the G tilde matrix above has already taken account of the covariant change of the vector
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component. Equation (BJ is necessary because equationaj2@lone is insufficient for
uniquely determining a scattering matrix relating”~"* and v{”"”’*. Now, to replace
equation (23) we have

Sy (pp)+ P+ ~(p,p—1)— -1
& = ( CE A )( Fa?t —F Y )

0 1 G}(qu;p)-i— _(A;}('Ifr;p_l)_
Gpp=bt  _glpp- 0 eM"a,
where
Epr=DE — ﬁ;ﬁ,p—nie—u‘n”»f’*hiAp (323)

A ~ . p—1+
(P.p—DE _ Ap.p—DEg-in " V54,
Gmn - Gmn € ' !

(320)

If the situation as shown in figure ®(occurs, the full-spectrum connection methed
priori cannot be applied. This is because in this case equations (27) are only valid over a
portion of the grating period, the completeness of the Fourier basis cannot be used to derive

the matrix equation (31) from the functional equations (27).

5. Hybrid-spectrum connection method

Assumption A given in section 4 can be replaced by a new assumption below:
Assumption BAt any point(x, y) in ,, the total field,F*, is given by
FOx,y) = F"" P (,up a(0) + FOP (1, (0) (33)

This assumption was conceived by extracting the useful information from method 1
as specified by equations (21) and by extending the successful procedure reported in
the literature in treating the transition between a curvilinear coordinate system and the
Cartesian coordinate system [1,2,6]. Similar to the case of assumption A, it is difficult
to mathematically prove the validity of assumption B. Nonetheless, its physical meaning
is clear: the total field everywhere in a layer is given by the superposition of all scattered
waves from the two boundaries. In mediymthe sum of scattered waves from interface
p—1is F?7Y and that from interface is F'"",

There are several advantages in using assumption B over assumption A. (i) Assumption
B avoids the danger of invoking the Rayleigh hypothesis. (ii) Assumption A can be derived
from assumption B with the proper restriction of the domains of validity imposed. (iii)
Equation (33) can be used directly to match boundary conditions, eliminating the need to
connect fields, as demonstrated below.

Using field representation equation (33) to satisfy the continuiti,ccross interface,
we have (method 4)

FPD (2, 0) + BP0 (0 0) = FPPV(x, 0) + F7P(x,0). (340
It is easy to see that the corresponding continuity equatiorHfois
GV (x, 00+ GP (6,00 = GV V(6,0 + G (x,0).  (34D)

From the two equations above, the scattering mattikin equation (24) can be derived:

» ( Fr%Jrl,pH _Frﬁlﬁ,p)f -1 I}r;[’{l,ple _I}n(11:l+1,p+l)f

P —

s = +1.p)+ . ) < ~(p,p—D+ % (p+1, +1> (35)
G(P p) _G(P p) G(PP ) _G%’n p+l)

mn mn mn
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In comparison with the other methods, where the layer scattering maelttixis
constructed in two steps, here only one step is needed. It is also worth noting that half
of the eigenvectors oM "9, i.e. (F2"", GIP") and (Fah "™V, Gy’ ™P7) are never
used in method 4.

6. Numerical examples

In this section, we first present a brief nhumerical investigation concerning the validity of
assumption A. Then, we give some results of the convergence of diffraction efficiencies
computed by the four field connection methods defined previously. For simplicity, we only
consider single-layered gratings, which can be obtained by seitiag? in figure 1. The

two medium interfaces, except for cases in tables 7 and 8, are described by

h h
ai(x) = 51 cosK x ax(x) = ?2 COSKx +e5. (36)

If we consider that the full-spectrum connection method is more reliable than the
half-spectrum connection method on physical and mathematical grounds, then we can
numerically investigate the validity of assumption A. From equation (27), we have

P+ it ) (p.p—D+
vr(np Pt =it A, _ tl(zlv tllz)) PP 37)
WP s, g iy )\ e
with
)+ )= \N—1/ pp.p-D+  Ap.p-D-—
( ny i )_( E ESY ) ( A o ) 38)
= P+ )= A(p.p—D+  Ap.p-DH— |
tz(llr) tz(g) G,(,f,,p) Gﬁ,{’n") G%)ﬂp ) G,(;fnp )

Thus, the two off-diagonal sub-matrices?’ and {5, couple the up-waves and the
down-waves of coordinate systepn— 1 along curvex,_; = 0 to the down-waves and up-
waves of coordinate systemalong curver, = —A, respectively. According to assumption
A, these off-diagonal blocks should be zero.

In figure 4, the sub-matrice; andtg) are ‘plotted’. The horizontal and vertical axes
represent the row and column positions. If the absolute value of a matrix element is greater
than 10 (double precision is used here), its position is marked by a dot; otherwise the
position is unmarked. It is evident that as the matrix dimension increases, the lower-order
half of the up-waves are only coupled to the up-waves of the same order; however, the
higher-order half of the up-waves not only couple to the up-waves of other higher orders
they also couple to the down-waves of high orders.

Next, we consider the convergence of diffraction efficiencies computed by the four field
connection methods for the following four different grating cases.

Case 1Sinusoidal gratings, grating periadl = 1.5, groove depthg:;, h, = 0.2, 20,
wavelengthh = 1.0, incident angled = 15°, permittivitiese; = €3 = 1.0, €, = 2.25.

Case 2 Sinusoidal gratings, grating periadl = 1.3, groove depthg:;, h, = 0.1, 10,
wavelengthA = 0.55, incident angle® = 30°, permittivitiese; = 2.25, ¢, = 4.0,
€3 = 1.0.

Case 3 Sinusoidal gratings, grating periadl = 1.3, groove depthg:;, h, = 0.1, 10,
wavelengthh = 0.55, incident angle at the second order Littrow, permittivities
€1 =—-25,6,=225,e3=10.

Case 4 Triangular gratings, grating periatl= 2.0, d; = 0.5 (d; is the horizontal distance
between a minimum of the profile and the nearest maximum on its right side), groove
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Figure 4. Schematic representation of the sparseness of the sub-maﬁbemd z{? for a
grating that is defined in case 1, except that= 0.2 andh; = 0.1. Here,e; is irrelevant and
the polarization isTE.

depthshy, h, = 0.1, 05, wavelengthh. = 1.0, incident angled = 45° permittivities
€1 = 2.25, € = 4.0, €3 = 1.0.

Case 1 is basically taken from [4]. It is a relatively easy case because there are only
three diffraction orders in both semi-infinite media, although we have chosen the larger
groove depth to be greater than the grating period in order to make the convergence of the
computer codes more demanding. Case 2 is more stringent than case 1 because it allows
many more propagating orders. The substrate in case 3 is metallic, but we intentionally
set the imaginary part of; to zero so that the grating is lossless. For case 4, we have
considerably reduced the grating groove depths because the convergence rate of the C
method is much slower for a triangular profile than for the sinusoidal profile, for the same
groove depth.

Tables 1-4 give the absolute values of the differences between unity and the sums of all
diffraction efficiencies that are computed by our computer programs based on the four field
connection methods. In these tables the spaejnigetween the two interfaces is specified
by a parametey:

ey = (]/ + 05)|h1 — hy|. (39)

Thus, wheny = 0 the two interfaces are tangent to each other, ang: 1 gives the
minimum e, such that the overlap domain in figureapcpans a full grating period. The
integers in parentheses are base 10 exponents. For these rBstl2).
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Table 1. Errors in conservation of energygpolarization) by different field connection methods
for the sinusoidal gratings in case 1.

Field connection method

(h1 = 0.2, hp = 2.0) y=00 y=05 y=10 y=15
1 6.9(—6) 26(—8 4.5(-8) 1.3(-8)
2 >0 >0 >0 >0

3 >0 >0 36(—3) 28(-3)
4 13(-5 9.6(—-9 4.4(-8 11(-9
Field connection method

(h1 =20,h=02) y=00 y=05 y=10 y=15
1 11(—-4) 1.2(-6) 2.0(=7) 9.5(-7)
2 39(-5 31(-5 37(-5 26(-5
3 33(-4) 4.8(—4) 15(—4) 4.0(-5
4 10(—-4) 12(-6) 217 9.4(-7)

Table 2. Errors in conservation of energygpolarization) by different field connection methods

for the sinusoidal gratings in case 2.

Field connection method

(h1 =0.1, hy =1.0) y=00 y=05 y=10 y=15
1 37(—-6) 11(—-6) 2.0(—-6) 1.0(—6)
2 >0 >0 >0 >0

3 >0 >0 >0 >0

4 60(—6) 11(-6) 22(—6) 1.0(—6)
Field connection method

(h1 = 1.0, hy = 0.1) y=00 y=05 y=10 y=15
1 51(-6) 1.9(-7) 32(-7) 26(-7)
2 77(-5) 24(-6) 39(-6) 18(—%
3 52(-4) 52(-6) 1.2(-4) 18(-5
4 20(—-6) 1.2(-=7) 32(-7) 14(-7)

Our experience has shown that when the C method is extended to treat gratings of non-
identical profiles, the error in conservation of energy is a good indicator for the convergence
of efficiencies of individual diffraction orders. Furthermore, the convergence behaviour of
the C method is virtually independent of polarization. Therefore, the convergence behaviours
of the errors in energy conservation that are shown in tables 1-4 are representative for the
convergence of diffraction efficiencies in both polarizations.

It can be easily seen from tables 1, 2 and 3 that method 1 and method 4 converge well
in all three cases, for all combinations kof, 2, andy. As predicted, method 2 fails in all
three cases and all values, so long a8, <« h,. Also as predicted, method 3 fails in all
three cases whely <« hy andy < 1.0. Whenh; <« hy andy > 1.0, its also fails in case 2,
the most stringent case. Interestingly, all methods converge well whegs i, regardless
of the grating case angd value. Table 4 shows that both methods 1 and 4 coverged for the
triangular gratings. The results for methods 2 and 3 are not included because they failed to
converge for all combinations dfy, h, andy. This failure of convergence is believed to
be related to the slow convergence of the C method for triangular gratings.
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Table 3. Errors in conservation of energygpolarization) by different field connection methods
for the sinusoidal gratings in case 3.

Field connection method

(h1 = 0.1, hp = 1.0) y=00 y=05 y=10 y=15
1 37(-8) 12(-7) 20(=7) 2.0(-7)
2 >0 >0 >0 >0

3 >0 >0 6.5(—=5 2.9(—4)
4 10(=7) 10(=7) 20(=7) 20(=7)
Field connection method

(h1 =1.0,h,=0.1) y=00 y=05 y=10 y=15
1 86(—4) 85(—-4 21(-3 1.0(-3
2 22(-3) 85(—-4 21(-3 10(-3
3 6.2(-3) 16(—3) 45-3) 17(-3
4 86(—4) 85(—-4 21(-3) 10(-3

Table 4. Errors in conservation of energyg polarization) by field connection methods 1 and 4
for the triangular gratings in case 4.

Field connection method

(h1 = 0.1, hp = 0.5) y=00 y=05 y=10 y=15
1 44(—4) 6.9(-3) 89(—-4 11(-2
4 6.7(—4) 6.3(-3) 53(-4 11(-2
Field connection method

(h1 =05, hy = 0.1) y=00 y=05 y=10 yp=15
1 76(—4) 56(-3) 6.0(—-4 14(-2
4 32(-3) 18(-2 50(-3) 1.8(-2)

Table 5. Diffraction efficiencies of the sinusoidal gratings in casey1= 0.0).

TE ™
Diffraction k1 =0.2 h1 =20 h1 =02 h1 =20
order hy =20 hp =02 hy =20 h, =0.2
R, -1 0.259%-1) 05726-2) 0.8168—2) 0.2805-1)
R, 0 08379-1) 0.1754-1) 0.3718-2) 0.2240-1)
R, +1 0.1074 01885-1) 0.1072-2) 0.1812-1)
T, -1 0.2433 05632 05478 Q7186
T,0 03110 03110 01277 01276

T, +1 0.2286 08376-1) 0.3116 08568 —1)

In tables 5-8, we give both thee and ™ diffraction efficiency values for the two
gratings withy = 0 in the four cases. AgainP = 20 was used in the computation.
In figure 5, the convergence of the error in conservation of energy in theTfrglase
of table 5 is plotted against the matrix truncation paraméter As has been shown in
tables 1-4, methods 1 and 4 have approximately the same convergence rate.

Whenhi < hy, the field connection method 2 can be thought of as giving rise to the
generalized Rayleigh—Fourierd) method in the sense that it expands the field along a
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Table 6. Diffraction efficiencies of the sinusoidal gratings in case/2<0.0).

TE ™

Diffraction h1=0.1 h1 =10 h1 =01 h1 =10
order h, =10 hp =01 hp =10 h, =0.1
R, -3 02512-1) 0.4026-2) 05903-2) 0.7557-3)
R, -2 03680—-2) 0.16383—2) 0.1348-1) 0.1944-2)
R, -1 0411%—-4) 0.2739-1) 0.1043-2) 0.3463-1)
R, O 02982-1) 09792-1) 0.731§—2) 0.3035-1)
R, +1 03766—-1) 0.2516-1) 0.774%-2) 0.1123-1)
T, -4 05900-1) 0.6827—1) 0.1522-1) 0.7337-1)
T, -3 0.6359-1) 04309-1) 0.1517 01472-1)
T, -2 0.6209-1) 0.1283 02634—1) 0.1220

T, -1 0.2633—1) 0.2945 01184 03988
T,0 02733 02306—-1) 0.3911-1) 0.1208-2)
T, +1 0.1099 01271 01387 09560(—1)
T, +2 0.3667 01595 04750 02153

Table 7. Diffraction efficiencies of the sinusoidal gratings in casey3<0.0)

TE ™

Diffraction 71 =0.1 h1 =10 hp =0.1 h1 =10
order hp, =10 hy, =0.1 hy =10 hy =01
R, -3 0.1340 01236 01099 02729

R, -2 0.1432 02460 03258-1) 0.4422

R, -1 04290—1) 0.4089—1) 0210%-1) 0.2799-1)
R, 0 05781 04566 Q7413 01682

R, +1 0.1018 01337 09517 08848 —-1)

Table 8. Diffraction efficiencies of the triangular gratings in casey4=£ 0.0)

TE ™

Diffraction k1 =0.1 h1 =05 h1 =01 hy =05
order ho =05 ho, =01 ho =05 hp =0.1
R, -3 0134(—1) 0.242—-2) 0.286(—1) 0.114-2)
R, -2 0142(-1) 0.253-2) 0.125-1) 0.229-2)
R, -1 0378-1) 0.831(—2) 0.1000—1) 0.360(—2)
R, 0 0254—-1) 0.211 Q381(—2) 0.348-1)
T, -4 0.338—-2) 0.459-3) 0.392(-2) 0.276—2)
T, -3 0283—-2) 0.868-3) 0.828-3) 0.128-2)
T, -2 0.876(—3) 0.357(—2) 0.199-2) 0.360(—2)
T, -1 0.291 Q237(—-1) 0.247 Q287(—1)
T,0 0291 Q698 Q326 Q876

T, +1 0.320 Q477-1) 0.362 0496(—1)

grating profile of larger amplitud®, in terms of the eigensolutions of Maxwell’s equations
in a coordinate system generated by a grating profile of smaller amplitudéVe then
may say that whelh; > h, method 2 gives rise to the reverse generalirRednethod. It
is interesting to observe from tables 1-3 that, as is true for the traditrrhaiethod for
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—— Method 1 .
--v-- Method 4

10 11 12 13 14 15 16 17 18 19l20
P

Figure 5. Convergence of the error in conservation of energy for methods 1 and 4. The error
is measured byA = log,q|1— Y 5il, wheren; are diffraction efficiencies.

which h; = 0, the generalize&F method fails wherm; « h, for a sufficiently largeh,;
however, surprisingly the reverge method always works.

The four grating cases that we have studied here are characterized by the large difference
between the two groove depths in each pair. We designed these cases this way for the
purpose of exploring the limitations of the field connection methods. It is worth mentioning
that when the difference between the groove depths is small all four methods work well.

7. Discussion

The physical, mathematical and numerical analysis that we have presented so far may seem
to be contradictory: assumption A is physically plausible but mathematically questionable.
Furthermore, the preceding section has shown that method 1, which is based on assumption
A, numerically works well. The key to resolving this ambiguity is to understand the role
that matrix truncation plays in the numerical process. Physics and rigorous mathematics
tell us that there is a one-to-one correspondence between the eigensolutions of finite order
number in two different coordinate systems. The corollary of the above statement is that
(in the appropriate spatial domains) there is an equality between the sums of finite number
of up-waves (down-waves) in two different coordinate systems. However, once matrix
truncation is imposed, these relationships are partially destroyed.

Thus, there are at least three options: (i) Insist on having the one-to-one correspondence
even in the case of finite matrix and use the limiting eigensolutions in the numerical solution.
(iiy Abandon the one-to-one correspondence but keep the equality of the partial sums. (iii)
Abandon both the equality of the partial sums and the one-to-one correspondence, and rely
on the covariance of the total field. It is well known that the first option is the Rayleigh
hypothesis. In the third option, botF"™” and G in two coordinate systems have to
be connected. With matrix truncation, this field connection method effectively creates a
discontinuous numerical interface and introduces numerical coupling between the up-waves
and the down-waves. Thus, although it appears to rest on a solid physical and mathematical
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ground, it is numerically ineffective. The second option, when implemented correctly to
avoid the Rayleigh hypothesis, seems to strike just the right balance.

8. Conclusions

We have carefully examined the validity of assumption A. From a physical point of view the
assumption is reasonable, but from a mathematical point of view it is, in general, invalid.
Without the proper restriction of the spatial domains to which the assumption is applied, it
may lead to the Rayleigh hypothesis.

We have numerically investigated the performance of four field connection methods
to extend the C method to coated gratings of different profiles. We find that both the
half-spectrum method proposed in [4] and the hybrid-spectrum method newly proposed in
this paper have excellent convergence property for all grating configurations that we have
subjected them to, some of which are quite stringent, but the other two methods have much
smaller range of applicability.

This research has raised some interesting questions. For example, why does the reverse
Rayleigh—Fourier method work well for deep gratings, while the Rayleigh—Fourier method
does not? We have conducted this research relying mostly on numerical analysis. An
analytical study is desirable, but it may be difficult. Also, we have only analysed the
convergence of diffraction efficiencies. A convergence study of the near fields may provide
some insights to the complex and subtle issues addressed in this paper.
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