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Some 15 years ago, optical topographic signals with subwavelength resolution were obtained independently
by several experimental teams. Since this exploratory period, a growing number of experimental configurations
have been proposed and continuously developed. Simultaneously, this research field was supported by different
theoretical works, aimed at developing our understanding of the interaction of optical fields with mesoscopic
objects. Over the past three years, several theoretical frameworks have been pt@esas functions, field
susceptibility, boundary conditions methods, multiple multipoles expansion,latthis paper, an attempt at
a careful comparison between two classes of numerical models is presented. Using the same test object, we
discuss and compare the numerical solutions issued from a reciprocal-space perturbative (Raytegh
approximation and the solution originating from a direct-space integral appr@¢&eken’s function or field
susceptibility. The discussion is given for different values of the relevant experimental parameters. The
convergence of both approaches is investigdi8d063-651X96)07309-9

PACS numbsgs): 42.25—p, 61.16.Ch, 02.60.Cb, 02.76c

[. INTRODUCTION research field has grown exponentially and generated an im-
portant amount of peculiar results obtained with different
When an optical electromagnetic wave interacts with amethods[10-22 (Green functions, field susceptibilities,
localized surface defect, the electromagnetic energy distribusoundary conditions based method, multiple multipoles de-
tion observed around the surface defect is extremely sensscription, etc.. Nowadays, in order to guide the ongoing
tive both to the illumination mode and the physical param-development of NFO instrumentation, and to improve the
eters of the defectshape, optical index, and relative size predictive character of current computerized work, we feel
compared to the wavelengthl—5]. that it is necessary to assess the validity range as well as the
A detailed understanding of this optical interaction be-versatility of different model classes.
tween subwavelength structures and external light sources In this paper an attempt at a careful comparison between
represents indisputably one of the most serious challengéw/o classes of numerical approaches is presented. By using
raised by the tremendous recent experimental progress tifie same test object, we discuss and compare the numerical
near-field optic§NFO) [6,7]. solution obtained from a reciprocal-space perturbative ap-
The accurate description of the optical field distribution, proach based on Rayleigh approximatjd2,18 and the so-
prior to its local detection, is mandatory for describing prop-lution obtained with a direct-space macroscopic approach
erly the image formation mechanisms in NIF&). The main  based on the Green's function technique or field-
difficulties in achieving this goal are inherent to the com-susceptibility techniqugl0,11,16,2Q A discussion is given
plexity of the geometries investigated in NR@onperiodic  for different values of the external parameters accessible to
objects, localized surface defects, nanometer size holey, etenost experimental setuggpolarization and direction of the
as well as to the need of accounting for a large spectra ahcident light, observation distance
nonradiative optical field components. Particularly, corners, The paper is organized as follows. In Sec. Il we define the
sharp edges, and angular regions much smaller than the igeometry of our test case. The reciprocal-space approach is
cident wavelength generate specific difficulties for most ofdetailed in Sec. Ill and the direct-space approach in Sec. IV.
the theoretical schemes and numerical methods for solvinth Sec. V we compare the results obtained with these two
Maxwell's equations. Recently, Van Labeke and Barchiesapproaches and analyze the convergence of each method.
proposed a brief overview of the main numerical methodg=inally, we conclude and discuss the applicability limits of
currently applied to NFQ9]. During the last three years this both approaches in Sec. VI.
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: When, for example, the incident field is propagating along
| the Oy axis (which corresponds t@,= 7/2 in Fig. 1), Egs.

(1), (2), and(3) lead to
Eox(r)=AgTs, EOy(r):Ou Eor)=0, (4)
for s-polarized illumination and

Eox(r)=0, EOy(r):AOTp5C1 EOz(r):AOTpgsa

for p-polarized illumination, where
FIG. 1. Three-dimensional system considered in our simula-
tions: (A) side view andB) top view. This system is composed of sin( 8,) iK
five identical pads of square section, placed on a perfectly flat sur- S:m' c:m' (6)
face, at the nodes of a centered square lattice. The sample is illu-
minated by total internal reflection and the resulting field distribu- |, Egs.(4) and(5), A, is an arbitrary amplitude that depends
tion is computed in different planes=H above the substrate. The on the illumination intensity, and the factofg and Tp are

illumination mode is defined by two angular parameters: the inC|-th oo - :
e usual transmission coefficients for each polarizdtas.
dent angled, defined with respect to the normal ax@x and the P q

angle 6, that defines the direction of the evanescent surface wave
traveling along the surface. Il. RECIPROCAL-SPACE PERTURBATIVE METHOD

(RSPM)

Il. TEST OBJECT AND ILLUMINATION MODE When a surface exhibits well-defined protrusions, differ-

As test object, let us consider the three-dimensional surént theoretical schemes may be applied to describe its optical
face protrusion depicted in Fig. 1. This object is formed by"®SPOnse to an arbitrary excitation. As extensively discussed
five square pads placed on a perfectly flat surface. The optiD [3—5I, the perturbative diffraction method provides an in-

cal index of this protrusion is similar to the surface index teresting framework to study low relief objects. In this case,
(n=1.5). The upper half space is aim€1). the boundary conditions problem is solved by assuming that

We consider the total internal reflection configurationthe fluctuation heights of the surface are weak compared to
(TIR), where the surface is illuminated from below by a the incident wavelength. Corrections to the usual result asso-
monochromatic plane wave of frequenay, incident at an ciated W!th a perfectly flat sample are obtamgd in terms of
angle 0, larger than the total reflection anglie,. Note that ~ the Fourier transform of the corrugation functig(i) limit-
the present treatment could also be applied to other experd the surface of the solitf. Fig. 2. This method repre-
mental configurations, based, for example, on external re3€nts an interesting tool towards the interpretation of NFO
flection. Two different incident polarizations can be consid-mages and does not need extensive computational work.
ered: s polarization, where the incident electric field is Nevertheless, we must emphasize that such a perturbative

parallel to the glass-air interface, apgolarization, where it @PProximation limits its validity range to surface corruga-
is in the plane of incidencéFig. 1). tions .of.weak amplltgde. We give in this section a brief
As a total reflection occurs at the glass-air interface, onlyd€scription of the main features of this method.

an evanescent electrical fiely(r ,t) is established above the ~ 1he zeroth-order fielé,(r) above the samplg.e., in the
surface ¢>0). If we neglect the protrusion and consider a@Psence of corrugations defined in the preceding section
perfectly flat surface, this evanescent field can be obtainelfd- (1]- The additional contributiorEy(r) introduced by
analytically. This analytical solution plays a key role in the the surface protrusiofthe so-called diffracted fie)ds deter-
two procedures investigated in this paper. Indeed, for botfnined by assuming the following plane wave expansion:
procedures, the final solution of the problem is obtained from

this zeroth-order solution: Ed(f)Zf Ed(q)ei(q-IJruz)dq, )

_ —iwgt — ik-lg—Kzg—iwgt
Bo(r,t)=Eo(rje 0 =Eqe™ e e %0, @) whereq = (gy,q,) andv represents the Cartesian compo-

nents of the different wave vectors associated to the dif-
where r=(x,y,2)=(l,z) represents an observation point fracted surface field. These components verify the well-
above the surface, known dispersion equation
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and the twofold integral in Eq.7) runs over the spatial fre-
quencies ¢y,q,) and generally contains both homogeneous

(propagating and inhomogeneousgevanescentwaves. A

given plane wave of the series is homogeneous if the com-

ponentv is real(i.e., qx+qy< wolcz) or evanescent iy is a Z A

pure imaginary numbsi.e., qx+qy>w0/cz) Note that the W‘\
amount of evanescent components is directly related to the H:H:I FPEH H:FH 4
lateral size of the surface protrusion with respect to the inci- Reference system |

dent wavelength\,. Thus, when we deal with a sample that B |

displays topographical details much smaller theg the
Fourier integral7) is mainly composed by evanescent com-
ponents and the resulting diffracted fieig(r) turns out to

FIG. 2. Schematic illustration of the discretization principle un-
derlying each numerical method investigated in the present study.

be confined around the surface roughness. (A) For the reciprocal-space perturbative meth@SPM), the
The evaluation of the field amplitudgy(q) requires the matching of the different Fourier components is realized on the
Fourier transform of the topographical functig(l): entire boundanZ=&(X,Y) of the object.(B) In the direct-space

integral equation methodDSIEM), only the geometry elements
: that do not belong to the reference systém., the pads above the
— ig-l
&(1) f &(@edq. ©) surface, the latest being the reference systemst be discretized
into meshes of volum#V, .
The application of standard boundary conditions at the sur-

facez=¢(l) leads to complex relations between the incident o P

and the diffracted field. This difficulty may be avoided by E(r)=Eq(r)+ f i(n=1)e"9"*9&(q—k)
working within the perturbative approximation introduced _ _

some years ago by Elsd8], Toigo et al. [4], and Agarwal X A(q)-Eq(q)dqg. (14

[5] to study the reflectivity of metallic corrugated surfaces.
This approx|mat|0n consists in expandmg the exponennairhls field can be evaluated numerlcally with standard fast

function Occurnng in Eq(?) as a power series Q;fé‘(') fourier tl’anSform(FFT) routines. At this Stage we note that
in this reciprocal-space scheme, the structural information on

el tosl=glalt1 4y &) +[vé()]%+ - - - 1. (100 the object is given by the Fourier transform of the surface
profile g(q k). Consequently, the accuracy of the results

As discussed i113-5], the validity range of this expansion il directly depend on the number of spatial harmonics used
depends on the £(I) amplitude and therefore must be re- jn the FFT. The presence of a second corrugated interface
stricted to weak surface helght fluctuations Compared to th@ou|d be introduced without any formal d|ff|Cu|ty by extend-
incident wavelength. For small surface structure heights, thigng the present method to a multilayered sys{asi.
expansion can be limited to the first-order term. In this case, |et us emphasize that the RSPM is based on the discreti-
the diffracted amplitude is proportional to the Fourier trans-zation of the entire surface profilg{X,Y), as illustrated in
form g(q) of the surface profile and depends linearly on theFig. 2(A).
zeroth-order fieldEy(r) associated with a perfectly planar

sample: IV. DIRECT-SPACE INTEGRAL EQUATION METHOD

~ . ~ ~ (DSIEM)
Eg(q)=i(n’~1)&(q-K)A(Q) Eo(r). (A1) o

_ The numerical difficulties inherent to the low symmetry
The (3% 3) transfer matrixA(q) in Eq. (11) is defined by of the subwavelength objects currently analyzed with SNOM
devices may be overcome by solving directly the integral
~ equation  associated  with  Maxwell's  equations
71 —B(a), (12 [10,11,16,19,2D The kernel of the master equation can then
be factorized in two different ways, leading to two different

wherel represents the identity matrix, az component of  kinds of dyadic propagatordield susceptibilityor Green’s

2

A(a)=——

the wave vector inside the sample’ £=q?— n2k? %) and tensor This technique, associated with a convenient discreti-
zation procedure, has proven to be powerful and versatile for
92 Qely OV studying many properties associated with local probe experi-
~ ments.
2
Bla=Zrmz | &y dy Ay . (13 In Sec. Ill we have seen that the RSPM solution is com-
v'ay v'qy v'v posed of two terms: the zeroth-order fi€lg(r) representing

the solution for a perfectly flat surface and the fi&g(r)
By combining the above resulf&gs.(7), (11), (12), and  diffracted by the protrusions. The DSIEM also relies on the
(13)], we can now derive the total optical field generatedsplitting of the solution into two terms, based on the decom-
near the surface protrusions: position of the system into two parts: a highly symmetrical
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reference systerfin the simulations to be discussed below, ation of the geometrical elements that do not belong to the

perfect planar surface limiting the infinite homogeneous halfeference system, as illustrated in FigB2

spaces, Fig.)l and a low symmetry, spatially limited system  Dividing the surface defect inttl meshes of respective

placed in interaction with this reference systétine three- volume W,, centered ar;, i=1,... N; and introducing

dimensional(3D) defects lying on the surface in Fig].1 the discretized variables; , E?, andK; ; for E(r;), Eo(r;),
Starting from the zeroth-order fiellp(r) defined in Sec. andK(r;,r;), respectively, we obtain the discretized form of

Il, it is a simple matter to derive the self-consistent field Eq. (15):

E(r) by introducing the implicit integral equation

[10,11,19,20 N
Ei:E?+E Ki,k'Eka- (22)
k=1
E(r):Eo(r)+f K(r,r")-E(r")dr’. (15 _ _
Equation(22) corresponds to a large system of algebraic

. . : . equations that must be solved to obtain the self-consistent
In this self-consistent equation, the integral runs over the

volume occupied by the surface protrusions. SolutionE(r) for a given incident fieldEq(r). It is important

Depending on the adopted physical point of view, theto note that for physical systems relevant to NFO, the con-

dyadic kernelK (r,r") in Eq. (15) may be factorized in two dition number of th.e matrix associated with E@?2) can
N become very large; therefore extremely stable algorithms
equivalent ways.

(i) In the framework of the field-susceptibility method, must be 'used o solve this system O.f equat@r@.
. A The diagonal elements; ; of the discretized kernel play
this factorization readgl0] . A .
an extremely important role in this formalism. Indeed, they
K(Fr)=Sr,r") - x(r'), (16)  account for the local response of the matter to the external
field (depolarization and must be handled with the appropri-
whereS(r,r') represents the field susceptibility of the refer- ate renormalization proceduf29].
ence system angi(r’) the linear susceptibility of the pertur-

bation (localized defegt In the case of continuous matter, V. COMPARISON OF THE METHODS
x(r") is given in terms of the local optical indexassociated . . .
with the surface defedtgs units .Let us emphasize thgt the aim of the present paper is not
to investigate new physical effeqer se,but to show, using
n%(r’)—1 an experimentally relevant configuration, that a good agree-
x(r')=—7—1 (17 ment between completely different theoretical approaches is
obtained. The cross-comparison of the results obtained with
for all the pointsr’ in the localized defect, and such different approaches is important because many funda-
mental NFO phenomena are extremely subtle and difficult to
x(r')=0 (18 model. Therefore, in order to efficiently analyze ongoing ex-

perimental work, the possible artifacts related to numerical
outside the defect. This factorization was originally intro- methods must be carefully investigated and the validity do-
duced to deal with atoms or molecules adsorbed on a surfagfain of each approach assessed.
[24-26. Our test object is composed of five identical pads of
(i) The second point of view uses the Green’s dyadicsquare section, placed on a perfectly flat surface, at the nodes
G(r,r") of the reference system to factorize the kernel of Eqof a centered square lattiqef. Fig. 1). This structure is
(15): defined by three geometrical parameters: the sided the
height h of each individual protrusion and the spacibyg
between two pads. In the present study, we sisel0 nm,
D =80/y2 nm anch=10 nm, except in Fig. 6, where we use
h=20 nm. The optical indexes of the surface and of the pads
n2(r')—1 are equal §=1.5) and the surrounding medium is air
V(r’):—k§4—l (20 (n=1). As in the scanning tunneling optical configuration
m [30-34, the sample is illuminated by total internal reflection
and the resulting field distribution is computed in different
planesZ=H above the substrate. The illumination mode is
V(r')=0 (21)  defined by two angular parameters: the incident artjle
defined with respect to the normal ax®z and the angle
outside the perturbation. This factorization is standard ind; that defines the direction of the evanescent surface wave
classical electrodynamics theof27]. Moreover, these two traveling along the surface. For each incident direction
different factorizations of the kernel of E¢L5) emphasize (6,,6,), two polarizations can be considered: TE polariza-
that the DSIEM formalism is aimed at treating discrete adion, where the incident electric field vector is parallel to the
well as continuous perturbations. Therefore the transitiorsubstrate and TM polarization, where it is in the plane of
from classical to quantum electrodynamics problems can b#cidence defined by the vectér The illumination wave-
performed in the same unique framew¢28]. length in vacuum is 633 nm and we consider an incident
Whereas the RSPM relies on the discretization of the enangle §,=45°.
tire surface profile, the DSIEM requires only the discretiza- In Fig. 3, we present the total near-field intensity com-

K(r,r")=G(r,r")-V(r'), (19

whereV(r') is the dyadic defined by

for all pointsr’ located inside the surface defect, and
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FIG. 3. Total near-field intensity computed at an observation FIG. 4. Same situation as in Fig. 3, but computed with the
heightH =20 nm, with the RSPM, using 192 harmonics in ELj). DSIEM, using a 5X5x5 nnt discretization grid for the surface
High intensity: white; low intensity: blacka) TM polarization,(b) protrusions.

TE polarization.
protrusion$ in TM incident polarization. The same problem

puted at an observation heigHt=20 nm, with the RSPM, is investigated in Fig. 6, but with the DSIEM approach. As
using 192 harmonics in Eq14). Two different incident po- the convergence of this method is extremely rapid for such
larizations are considered. For TM polarization, the totalsmall surface protrusions, we considered in this calculation
electric field intensity reproduces the surface protrusithes  surface pads withh=20 nm[instead ofh=10 nm in Fig. 3
incident field is propagating along direction [Fig. 3@], and the field intensity was computed at a heigiht 30 nm
whereas for TE polarization, it emphasizes the object’s sideabove the surface. In this manner, we were able to
orthogonal to the incident fielfthe incident field is propa- use an extremely rough grid for the discretization:
gating alongX direction and polarized alony direction, 20X 20X 20 nn? (i.e., only four meshes per paécontinu-
Fig. 3(b)]. Therefore, while TM polarization leads to a strong ous line. The results obtained with this grid are already ex-
confinement of the total field intensity above the surface detremely good and almost indistinguishable in the intermedi-
fects, TE polarization gives rise to large field intensity gra-ate region from the results obtained with a much finer grid
dients at the vicinity of the pads. All these effects are con{5x5x5 nn?, dashed ling Just above the pad the agree-
sistent with previous calculations performed near 3D-surfacenent is not very good, as the rough grid leads to a depletion
protrusiong[10,16,2Q. The same situation is investigated in of the field just at the center of the pad side. This depletion is
Fig. 4 with our DSIEM numerical code, where we used asimply the manifestation of the two meshes used to dis-
5x5x5 nnt discretization grid for the surface protrusions. cretized the pad. Note also that the enhancement factor
Comparison with the results of Fig. 3 shows that DSIEM(i.e., the amplification of the field above the pad much
provides a stronger contrast for both polarizatiées., for  more important in this figure than in Fig. 5; this is due to the
TM polarization, the square section of each pad is well redarger volume of the surface protrusion in the present case.
producedl. In order to get more insight into the numerical results
The convergence of the RSPM method is assessed in Figupplied by the two methods investigated in this paper, we
5. The relative total field intensity/| ; is computed along a give in Figs. 7 ad 8 a comparison of the relative total field
scan line crossing the center of the struct(dashed line in intensity I/, scans obtained with the RSPtontinuous
the inset with, respectively, 32 harmonig¢tong-dashed line  line) and the DSIEM(dashed ling The scans are performed
and 96 harmonicé&lashed ling For a higher number of har- along the center of the structufgashed line in the insgtat
monics than 96, the result does not change. The total field heightH =20 nm and normalized to the vallig computed
intensity is computed at a height=20 nm and normalized for a perfectly flat surfacéwithout protrusions For RSPM,
to the valuel , computed for a perfectly flat surfad@ithout 192 harmonics were used, whereas>a®x 5 nnt discreti-
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zation was used for DSIEM. We note the extremely goodsolve the problem by including in E¢Ll4) nonlinear higher-
gualitative agreement between both methods. In the TMorder terms with respect to the corrugation profile.
mode(Fig. 7), DSIEM gives nonetheless a stronger contrast

and a steeper intensity profile than RSPM. This is easily VI. CONCLUSION

understood if one remembers that RSPM is based on a plane

wave expansion, which is less appropriate to reproduce In the preceding section, we have observed a very good
edges and corner profiles. We remark also the field confinequalitative agreement, for the system under study, between
ment above the surface defect and a small depletion jughe near fields computed using RSPM and DSIEM. The con-
outside the defect. In the TE mod&ig. 8), the field profile is  vergence of DSIEM is extremely rapid and a satisfactory
now smoother than in Fig. 7 and the quantitative agreementepresentation of the field can be obtained even with a rough
between both methods is excellent. This result again emphavid, although this representation cannot reach in the very
sizes the ability of RSPM to accurately reproduce smoottnear field a higher resolution than the grid used for the dis-
field profiles associated with subwavelength objects. Nevereretization (see, e.g., the continuous line in Fig). 6The
theless, thdirst Born approximationimplicitly incluced in ~ RSPM is particularly well suited for smooth field profiles,
the RSPM scheme described in Sec. Il may be insufficienbut encounters more difficulties for reproducing edges and
for investigating the optical near-field distributions spawnedstraight profiles.

by more extended objects. In this case, it will be necessary to On the other hand, RSPM has a definite advantage for
periodic structures such as grating. Indeed, a periodic struc-
ture is easily formulated in Fourier space and the evaluation

1.35
] _‘@-__ 1.2 - -
_—“ ,/_\\
A - —— /7
1.17 T4 A\
X

=1.08

0.99
] 1.02
0.9 LI N A N R s A A N N S B N B M B - , \ =
0.0 50.0  100.0 150.0 200.0 el ) N
X(nm) 0.96 =TT
0.0 50.0  100.0 150.0 200.0
FIG. 6. Convergence study of the the DSIEM approach. We X(nm)
considered for this analysis surface pads with20 nm and the
field intensity was computed at a height=30 nm above the sur- FIG. 7. Comparison of relative total field intensityl, scans
face. Discretization grid 2020x20 nn? (i.e., only four meshes obtained with the RSPMcontinuous ling and the DSIEM(dashed
per pad (continuous ling Discretization grid 5X5X5 nnt line) for TM polarization. The scans are performed along the center

(dashed ling of the structurgdashed line in the insgtat a heightH =20 nm.
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of the field using Eq.(14) becomes extremely efficient. >
Nonetheless, for a periodic structure with a high topographic
or dielectric contrast, the accuracy provided by RSPM might 50
be insufficient. We have not considered such a periodic sys-
tem in the present study because for DSIEM, the discretiza- 0 _
tion of an infinite periodic structure involves a prohibitory 0 50 100 150 200

amount of computational effort. X(nm)

This actually brings up an extremely important point: the
computational effort required by both methods. For small FIG. 9. Field intensity computed with DSIEM using a
systems, similar to those investigated in the present studyx5x5 nn? discretization gridia TM polarization and(b) TE
both methods provide results within a few minutes on a stanpolarization. The incident field propagates along the diagonal of the
dard desktop workstation. The main difference between théystem ¢,=45° in Fig. 1. Note the extremely important sensibil-
method is the scaling of the computational effort with theity to the polarization: for TM field, the strong field confinement
complexity of the problem. The RSPM requires a discretizadominates the total fi.eld inten§ity and a sim'ilar pattern is observed
tion of the surface of the system, and the computational efs for other propagation directiopsompare with Fig. &)]. On the
fort grows with the square of the number of discretizationther hand, for TE polarization, the to_tal f_|eld intensity pattern
points used on the entire surface. On the other hand, DSIENTO"9!Y depends on the propagation direction and in the present
requires only a discretization of the surface defects, but leads ure, mainly the protrusion corners are highlightedmpare with
to large systems of equations that require basically a number? 4B
of operations that grows with the third power of the number
of meshesN [more efficient schemes that require a numberachieved in near-field microscopy. Many subtle effects are
of operations proportional tbl?In(N) can speed up the pro- involved in NFO microscopy as is illustrated in Fig. 9. This
cess, but at the price of some accuracy, because of the efigure emphasizes the influence of the illumination condi-
tremely high condition number of the involved matrites  tions on the imaging properties of subwavelength objects in
we see, there is always in the choice of an appropriat@ear-field microscopy.
method for NFO a tradeoff between accuracy and efficiency.

Let us emphasize that we were able to reproduce with
both apprpaches a fundamental effect for NFO: the con_fine- ACKNOWLEDGMENTS
ment of light by subwavelength structures. Such confined
fields can be detected by a NFO local probe, which explains We have benefited from stimulating discussions with A.
how a resolution much better than the diffraction limit can beDereux, A. Castiaux, X. Bouju, and M. Spajer.
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