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Two classes of irregular lattices, in one of which the Wilson fermion doubling is absent, whereas in the other
it isformally present, have been presented in my previous works. Irregular lattices are simplicial complexes
that are used to define discrete gravity. It has been shown that Wilson fermion doubling is always absent in
this discrete gravity with any lattice class, because anomal ous modes do not propagate. © 2005 Pleiades Pub-

lishing, Inc.
PACS numbers; 04.60.—m, 98.80.H

1. Let us consider a generdization of the Dirac
action that is defined on a space lattice and has the fol-
lowing properties:

() itislocal;

(ii) in the naive continuum limit, it istransformed to
the Dirac-field action;

(iii) it is phase invariant and y? invariant, i.e., invari-
ant under the transformations (a) ¢ — exp(ia)y,
P — Pexp(Ha) and (b) Y — exp(iPY)P, § —
P exp(—By?).

Itiswell known (see, e.g., [1-4]) that so-called Wil-
son fermion doubling occursin the described theory on
a hypercubic, or more exactly periodic, lattice. This
means that, if one Dirac field exists on the lattice, two
Dirac fields are present in the continuum limit. If there
isoneWeyl field onthelattice, only Diracfieldsexistin
the continuum limit. In [5], the following theorem was
proved: if the fermion action on a periodic lattice has
the form

| = ijxﬁ(x_y)wy' (1)
Xy

where x and y are the radius-vectors of the sites of the
lattice, and it has the above three properties, then the
Wilson fermion doubling al so occurs. However, thefol-
lowing question has not yet been answered: Does the
fermion action with properties (i)—(iii) lead to Wilson
fermion doubling on any lattice?

2. In my recent works [6, 7], general assurance that
Wilson fermion doubling occursfor any lattice general-
ization of Dirac theory was shown to be doubtful. Irreg-
ular lattices (more exactly, ssimplicial complexes) on
which Wilson fermion doubling was absent were
found. These complexes were naturaly caled odd.
Complexes on which Wilson fermion doubling for-
mally occurs were also presented. In this work, state-

ments made in [6, 7] are significantly enhanced: even
when a lattice formally alows Wilson fermion dou-
bling, this phenomenon isreally absent, because anom-
alous fermion modes (i.e., modes that “multiply” nor-
mal fermion modes and give rise to doubling) do not
propagate. In this sense, Wilson fermion doubling is
absent. This conclusion is valid in the framework of
discrete quantum gravity presented in [8, 9].

3. Generaly speaking, Dirac theory on simplicial
complexes naturally arisesin the discrete gravity theory
proposed in my previous works (see, e.g., [8, 9]). For
this reason, it is necessary to briefly describe the dis-
crete quantum gravity theory, the more so that thisis
required for presenting anew result. The discrete quan-
tum gravity theory was presented in detail in the men-
tioned works.

Let § be asimplicial complex and &, &, ... beits
vertices. In the case of the four-dimensional complex,

four Dirac matrices are used with the Euclidean signa-
ture:

viab,c,... =1,23,4, try’y’ = 25
y5 - V1V2V3y4, try5yavbvcyd — 48abcd.
Each oriented 1-simplex or edge ag; is assigned with
the Spin(4) group element
Dl ab __alf | o_ab

B 1l . a
Q; = jSl = eXpEEw” St = Z[V 1Vb]1

aswell aswith the Clifford algebra element
& =€y’ = —Q;8Q,

where o’ = -]’ = - and € are the real vari-
ables. Each O-simplex or vertex g is assigned with

mutually conjugate Dirac spinors (; and ;. Index A
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enumerates 4-simplexes. Each 4-smplex aaaaay,
with the index A is assigned the number €y, = 1
whose sigh depends on the orientation of this 4-sim-
plex. Thesymbols Qi , Wi, €4 » Qajjs €LC., indicate that
the edge a,a; belongs to the 4-simplex with the index A.
The action of the gravitational and Dirac fields that is
associated with the complex § has the form

5><124Z Z 5Aijk|mt"V5

A, jkl,m

g1 A oA
X B‘E Q ami Qaij Q AjmEamk€AmI (2

p

1~ . . . 0O
+ 2_4@Ami €amj€amk€am O

A i a a a
Oaij = EV (DAY QaijWa —PaQnjiY Wai) 3
= @aAijya ovVv.

Thisactionisinvariant under thefollowing gaugetrans-
formations:

éAij = SAiQAijS;J;i
SAieAijS;]i-,

Ta = PpSas

éAij =
Uai = Salai,
where S, O Spin(4).

Let us present the expression for the partition func-
tion Z in discrete Euclidean gravity, which is trans-
formed to the transfer matrix after the transition to the
Lorentzian signature. The vertices and edges of the
simplex are enumerated by the indices 9" and €,
respectively, and 5, Q., €tc., are corresponding vari-
ables. By definition,

g g
Z= dQ. (d dg..d -1),(4
conaﬁgj o &%QJ By i exp(-1), (4

where dQ is the invariant measure on the Spin(4)
group and the other measures are clear without com-
ments.

Action (2) has the naive continuum limit. For pas-
sage to the continuum limit, it is necessary to introduce
the conventional local vertex coordinates

Mn=123,4,

so that the differences between the coordinates of
neighboring vertices are small and linearly indepen-
dent:

Xai =X (@a7),

T
dXpji = Xai — Xaj U,

VERGELES

1 2 4
dXam1 dXam1 -+ dXam1
z0.

1 2 4
dXams AXama -+ dXama

Here, aiis acertain constant that has the length dimen-
sion and is on the order of the effective lattice step. In
the naive continuum limit, it is supposed that all intro-
duced variables Q, &, , and  vary only dightly
between the neighboring simplexes, e,,; ~ a, and the
elements Q,,;, are close to unity. The last condition
means that w,,; — 0. Let us consider the systems of
linear equations

(*)Amudximi = Wamis eAmudXxmi = Cami»

i =1,23,4,
that unambiguously determine the 1-forms wyy, and
Eamy- L€t the 1-simplex Xﬁi = aa belong to the 4-sim-

plexes with the indices A;, A, ..., A.. It is easy to see
that the average

()

1 1
wu[é(XAm + XAi)i| = F{ (*)Almu ...t (*)Armu} ’

which is determined only by the 1-simplex a,@a;, satis-
fiestherelation

wu[%(XAm"' XAi):|dXimi = Wpmi FW = (,Ouqu.

The 1-form e = g,dx* is determined similarly.

Then, it is easy to show that lattice action (2) in the
long-wavelength limit is transformed to the known
action of the Einstein continuum theory in the Palatini
form

0
| = Ieabcdg—%(R""bDeﬁ &+ 1ot 0e & e‘%,
do® + ot D™ = %Rab,

0" = S(BY'D,W - D, By $)d,

DuWai = 0,Wai + WpiWa-

We point to the important property of the theory.
Information on theinitial lattice structureis completely
lost in the long-wavel ength limit: action (6) isindepen-
dent of the positions of the lattice verticesin the contin-
uum 4-space. This property will be used below.

4. We pass to the formulation and analysis of the
problem of fermion doubling in the discrete gravity the-
JETP LETTERS  Vol. 82
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ONCE AGAIN ON WILSON FERMION DOUBLING

ory described above. In order to solve the problem, it
should be extremely simplified. For this reason, we set

Q; =1, (ef+€+..+e)) =0, (7)

where the sum is calculated over any closed path con-
sisting of 1-simplexes. Equations (7) mean that the cur-
vature and torsion are equal to zero. Thus, the geomet-
ric redization of the complex & is in a Euclidean
hyperplane, so that the Cartesian coordinates of the ver-
tex a are x; and €] = X{ — X; are the Cartesian coor-
dinates of the vector whose beginning and end are at the
vertices g; and a, respectively. We note that ©f; =—07,
under conditions (7). Two verticeswill be called neigh-
boring if they form the boundary of one edge.

In the continuum limit, Egs. (7) are represented as

e” =0, wheretheintegrals are cal culated over all con-

tours. Therefore, de? = 0 and w™® = Oisthe only solution
of the equation

de® + w® 0e” = 0.

Let us present the equation for the eigenmodes of
the discrete Dirac operator in partia case (7). This
operator is obtained by varying action (2) with respect
to the variable ;. In the four-dimensional case, we
have (see[7])

i

2> SV = eviw, ©
0]

where
S = (3)7 >
A, ) ©)
" z 8acdf8A(i’ j)ijklmecA(ivj)ikedA(i’ ,')ne/fx(i, j)im:
kI, m

Here, the index A(i, j) enumerates all the 4-simplexes
containing the edge a;a;, the index j(i) enumerates all
the vertices a;;) neighboring the vertex a;, and v; isthe
oriented 4-volume of that part of the complex which
contains only the vertex g and the set of the vertices
{3} - There exist the relations

ZSaJeﬁ = 4Vi6ab, zsaj =0,
i() j@i)
that provide the transformation of discrete equation (8)
in the long-wavel ength limit to the continuum equation

iyoo.p = ey. (11)

Indeed, thisis easily verified by taking into account the
relation

(10)

Wy = g+ e?}aalpiv (12)
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that is satisfied with enough accuracy in the long-wave-
length limit, i.e., for conventional modes. Here, x? are
the Cartesian coordinates in the same orthogonal basis

a

in which the components of the vectors € are speci-

fied. Itisagain seen that information on the positions of
the vertices of the complex is completely lost in the
long-wavelength limit; i.e.,, conventional long-wave-
length modes lose information on the lattice structure.
The eigenvalues of the modes of Dirac operator (11) are
€ = +|k|, where k? isthe wavevector of amode. Thus, the
eigenvalues of the usual modes can be arbitrarily small.

The main result of works [6, 7] is that the theory
under consideration involves two types of lattices. On
the lattices of one type, fermion doubling occurs,
whereasit is absent on the lattices of the other type. Let
us present examples of these two types of lattices.

First, we consider a lattice on which fermion dou-
bling occurs. For illustration, Fig. 1 shows a two-
dimensional |attice, but the consideration below is also
valid for the multidimensional case. An analog of
Eqg. (8) on the two-dimensional lattice in the case of
zeroth modes (e = 0) for the upper component of the
Dirac field can be represented as

Z(Zj+1_zj—l)¢j = O‘—'zzj(¢j+1—¢j—1) =0.
0 i® (13)
Here, the index j(i) changes by unity when passing to
the neighboring vertex in the process of the successive
motion along the boundary of the volume v;, which, in
the 2D case, consists of al triangles of the complex
containing the vertex a;; X and y; are the Cartesian coor-
dinates of the vertex a; and z = X + iy; is its complex
coordinate.

Let al theinternal vertices of the complex have an
even number of neighboring vertices. In addition, let
the entire set of internal vertices be divided into afinite
number of subsets (three for the case shown in Fig. 1:
{a}, {a-}, and{a-}) such that the system of equations
for the zeroth mode given by Eq. (13) includes only the
differences (Wj; —g;,), (Wj; — W), and (B — §j).
It is important that the vertices are in the general posi-
tions. Thefields y;, Y-, and ;- are called the branches
of the zeroth mode. In this case, Wilson fermion dou-
bling evidently occurs (the boundary effect can be
neglected at o, — ). Such an example is shown in
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Fig. 2.

Fig. 1, where the vertices belonging to three such sub-
sets are marked by the symbols 0 and +. A nontrivial
zeroth mode can be taken in the form ¢° = ¢ # 0 and
¢* = [exp(x2mi/3)]c. Here, $° and ¢* are the field ¢ at
the vertices marked in Fig. 1 by the symbols 0 and ,
respectively. This nontrivial mode is orthogonal to the
trividl mode ¢; = const (in the natural measure

. @;y; ontheregular lattice) and is correspondingly

independent. In this example, there are three branches
of the nontrivial zeroth mode.

Let uspresent a 2D lattice on which Wilson fermion
doubling is absent. Figure 2 shows a fragment of such
alattice. The lattice in Fig. 2 differs from the lattice in
Fig. 1 such that an odd number of edges converge at
each internal vertex. In[1, 2], it was proved that Wilson
fermion doubling is absent on such lattices and multidi-
mensional analogs of such lattices were constructed.

Further, it isimportant that, according to the defini-
tion, the lattice allows “fermion doubling” if the dis-
crete Dirac operator given by Eq. (8) allows two types
of modes with eigenvalues approaching zero.” The
qualitative difference between them is as follows. The
normalized modes of the first type, or normal modes,
satisfy the conditions

-1/2

Iwi—w,-l D|€||lle|D lefl N7,

where a and & are the neighboring vertices, e is the
mode eigenvalue [see EQ. (8)], and N is the number of
the vertices of the complex. The normalized modes of
the second type, or anomalous modes, for certain
nei ghboring vertices whose number is comparable with
the total vertices of the complex satisfy the conditions

i =g Ofwo N2, (14)

L1t is certainly assumed that the sizes of the lattice (i.e., the num-
ber of its simplexes) tend to infinity.

VERGELES

Theterm fermion doubling is presented in the quotation
marks, because anomalous soft modes, even if they
exist on the lattice, cannot propagate in the continuum
limit of the theory under consideration such as conven-
tiona soft modes. This is indicated by the long-wave-
length behavior of the correlation functions of fields
that describe separately conventional and anomalous
modes. These correlation functions will be estimated
below and these estimates are the result of this work.

We emphasi ze that the correlation functions of con-
ventional and anomalous soft modes in the theories
described in Section 1 behave similarly in the long-
wavelength limit. This means that these correlation
functions decrease identically at large distances. This
statement is easily verified for simple hypercubic lat-
tices. Therefore, fermion doubling is realy the dou-
bling of the number of long-wavel ength fermion states.

Relations (14) mean that anomalous modes gener-
ally change stepwise from a vertex to a neighboring
vertex. Hence, the derivatives aanfq of anomalous
modes also generally change stepwise from a vertex to
a neighboring vertex. Otherwise, Egs. (8) and (10)

would provide the equation iyaaatp“ﬁ = e*, where the
left-hand side is continuous, while the right-hand side
is discontinuous. Moreover, the derivatives of anoma-
lous modes in various directions are incommensurabl e,

Further, we will show that the effective equation in
the continuum limit that describes anomalous modes
has the form

i0%(x)9.9" (x) = eg™ (%), (15)

where a?(x) are random functionsin the senseindicated

below. Indeed, let lp‘;d(o) ,S=1,2, ..., beacomplete set
of zeroth anomalous modes. Any linear combination
of zeroth modes is evidently also a zeroth mode. For
this reason, we seek a soft anomalous mode “ growing”

from zeroth anomalous modes in the form quﬁ =
Y. 05 ws @, where the numerical field g is slowly

varying. To derive an equation for thefield g‘;i , we sub-

stitute the expression for a soft anomalous mode into
Eqg. (8):

2> SIS [(gs-gs) + gallw &
i) s

_ | a0, st sl
= ZZSE}V qusj (9¢; —9si) (16)
i) s
— s s4(0)
= Evizgs‘i si -
"
2 Zeroth modes satisfy Eq. (8) with zero right-hand sides.
JETP LETTERS Vol. 82 No. 10 2005
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Thefirst equality in Eq. (16) follows from the fact that

&g(o) ,S$=1, 2, ..., are zeroth modes. According to the
second equality in Eq. (16), the eigenvalue e for slowly

varying fields gﬁ? can be arbitrarily small. In this case,
Eqg. (16) isreduced to the form

4v. Z|:Z(EI] (O)Sae”y qu’J(O)):|abg§i

i@

|:z l-.p&ﬂ(o) &Q(O)i| 9o

The multiplication of this equation by the matrix
[T O © 11 reducesit to Eq. (15), where

0 = 3y z[mﬂ“’)wg.@]
an

Py

i)

Thus, the operator on the right-hand side of Eq. (15) is
a first-order differential operator with variable matrix
coefficients that acts on a multicomponent function
0(x), s=1, 2, .... Since Eq. (8) and effective equation
(15) follow from Hermitian action (2) and Eq. (16),
respectively, the operator on the left-hand side of
Eqg. (15) isHermitian.

Quantities (17) are irregular functions that depend
strongly and locally on the positions of the vertices of
the complex. We demonstrate this for 2D gravity on a
2D complex when formulas are transparent. Let the
vertex g; be at the origin; verticesa,—,j =1, 2, 3,4, beits

nearest neighbors; and € = (X, y;) be the Cartesian
coordinates of the corresponding vertex. We assume

that LIJ&“O) = +1, vt = of, and \2 = 023 In this casg, if
A0 A0 A0 A0
W@ =gy @ =gy =g =1, then

z(mi‘“’)ab eV WE ) (0% =) (Ya=Y2)

j=1
+ (Xg=%2) (V3= Y1), 2(Y3 = Y1) (Ya—V2) )-
It is seen that the components of vector (18) depend

strongly on dynamical variables (fields € i) and this
dependence is spatialy local. It is |mportant that the

variables { e } inintegral (4) in the theory under con-

sideration can independently vary over a wide range
without a change in the action. This statement is exact

(18)

3 Solutions of such atype for zeroth modes were presented in [6, 7]
on corresponding complexes.
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in the continuum limit for the case where only long-
wavel ength field modes with wavel engths much longer
than the lattice step are taken into account [see Eq. (6),
the preceding formulas, and [6, 7]). Indeed, continuum
action (6) is expressed in terms of the 1-forms wy,, and
€amy» Which are determined from Egs. (5). These 1-
forms obviously do not change [and thereby action (6)
does not change] when the right-hand sides of Egs. (5)
vary with simultaneous corresponding variation in the

differentials dx},,. The described invariance of the

action is associated with the gauge invariance of the
theory (which is aso certainly exact on alattice).

Thus, the components a®(x) in Eg. (15) are func-
tions of x that depend strongly and locally on the inte-
gration variables{ e;} inrange (4).

L et these components be representable in the form

a’(x) = B(x) +Ap?, (19)

where p; isthe constant matrix, A is the small numer-

ical parameter, and al odd powers of 3(x) in the inte-
grand in Eq. (4) are equal to zero:

IB(X) .. BXen- )|, = O,

Pointsx, ..., X, + 1 Can partially or completely coincide
with each other. Averaging in Eq. (20) is performed by
means of functional integral (4). The subscript {eg}
indicatesthat mtegratl onisperformed only with respect
to the variables { ef} We also assume that the param-
eter A issmall so that the expansion in this parameter is
meaningful. The last assumption is justified because,
according to the above discussion, the quantities o (x)
depend strongly and locally on the variables {e.},
whereas action (2) depends only slightly on these vari-
ables.

When the problem of the Smatrix (which is mean-
ingful only in the continuum limit) is solved in the the-
ory under consideration, all S'matrix elements must be
averaged over the variables { e;} before the calculation
of probabilitiesand cross sections. Therefore, if the ver-
tices describing the interaction are universal (i.e., inde-
pendent of the microstructure of the latti ce not onIy for
normal but also for anomalous mod&e) the propaga-
tors of the matter fields in such a theory must be aver-
aged over the variables {e.}. Indeed, in this case, the
diagrammatic technique can be obtained in this case as
a result of the expansion in a functional differential
operator acting on the transition amplitude for the mat-
ter fields in the quadratic (free) approximation against
the background of the externa field sources. In this
case, the square transition amplitude must be averaged

n=01 ... (20

4 0wing to constraints (7), the variables { Q} are insignificant in
the problem under consideration.

5This is the case in theories on a regular lattice with action D.
When this condition for interaction of anomalous modes is vio-
lated, the notion of Wilson fermion doubling is likely meaning-
less.
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Fig. 3.

with aweight over the variables{e;} before the expan-
sion in interaction.

It is necessary to obtain the propagator

l]psi[p.ﬂlj}g - l.lJSﬁ(O) E(_iaaaa)—llj%q_]ﬂ(O) (21)

that describes the propagation of anomalous modes.
Thus, the problem isreduced to the study of the Green’s
function that corresponds to the operator on the left-
hand side of Eq. (15) and is averaged over the variables
{e.} by taking into account condition (20):°

{-ia%,) o, (22)

5. We first consider the case A = 0. To perform the
necessary averaging in Eq. (22), we use the well-known
formula

+

J- ds] el st _ —| sr] (23)

This formula implies that T # 0 or T # . Using
Eq. (23), we represent operator (22) (for thecase A =0
before averaging over the variables { e;}) in the form

+o00

X(-ig%0.) "y0= 5 [dsi[e” " -e ¥ ")yl (29

This relation is meaningful for x # y, because its left-
hand side isfinite in this case. However, representation
(24) is meaningless for x = y. Then, let us average the
terms in the square brackets in Eq. (24) over the vari-
ables{e.}. Inthiscase, it isonly important that, owing
to Eq. (20), the result of such averaging of each of these
terms is a function of (£s)? = s* but not of (zs). There-
fore, thetermsin the square bracketsin Eq. (24) cancel
each other after the averaging over the variables { e;}
and thereby the propagator describing the propagation
of anomal ous modesis proportional to the & function of
the variable x:

(1% (- B%0,) " Iy, Dad'”(x—y). (25)

We remind the reader that a is a certain constant that
has the length dimension and is on the order of the
effective lattice step.

6t is necessary to point to afunctional difference of this computa-
tional procedure from that used in problems of the localization of
particles in random potentials. The physical difference between
these situations is that the parameters characterizing the random-
ness of a potential in the latter case are not dynamical degrees of
freedom, whereas the positions of the vertices of the complex are
dynamical variables.

VERGELES

We now estimate quantity (22) for nonzero A by tak-
ing into account that it can be expanded in the parame-
ter A. This problem is easily solved by using field the-
ory methods. Figure 3 shows the sum of the diagrams
that corresponds to quantity (22). The solid line and
cross correspond to unperturbed propagator (25) and
the operator iAp23d,, respectively. Then, using the con-
ventional diagrammatic technigque rules, one can repre-
sent quantity (25) in the form of the series of diagrams
shownin Fig. 3.

As aresult, the & function of the free propagator is
“smeared” and the desired propagator describing the
propagation of anomalous modes appears to be expo-
nentially decreasing in the x space:

T 009" ()T, Dexp[ X))

At the same time, according to Eqg. (11), asthe dis-
tance increases, the free propagator describing the
propagation of normal modes in the x representation
decreases according to the power law

. aa -1 -
(iv9) " (xy) = —2XL
21((x=Y)*)
Comparing Egs. (26) and (27), we conclude that
Wilson fermion doubling is absent in the theory under

consideration even when the complex allows the exist-
ence of soft anomalous modes.

6. We briefly summarize the conclusions as follows.
(i) In[6, 7], simplicial complexes on which Wilson
fermion doubling was absent, as well as complexes on

which Wilson fermion doubling formally occurred,
were presented.

(if) On complexes that formally allow fermion dou-
bling, this phenomenon isreally absent because normal
and anomal ous fermion modes propagate differently in
spacetime. Normal modes (in the long-wavelength
limit) have definite energy and momentum. On the con-
trary, anomalous modes cannot have definite energy
and momentum and their propagators decrease expo-
nentially in spacetime at scales comparable with the
characteristic lattice scale. Thus, the statements made
in[6, 7] are significantly enhanced.

Certain general consequences of the above results
are asfollows.

Let us assume that one Weyl field is introduced on
the lattice in case (ii) by introducing the projection
operator (1/2)(1 + \P) into thefermion actionin Egs. (2)
and (3). Since the lattice fermion action is invariant
under global y? transformations and the | attice fermion
measure isin addition invariant under local y? transfor-
mations, the total fermion current is strictly conserved.
However, this does not mean that each of the currents
of normal and anomalous modes is conserved sepa-
rately. On the contrary, it has been well known for a
long time that, when S matrix elements are calculated

(27)
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by using causal Feynman propagators, the Weyl-field
current is not conserved due to the gauge anomaly. This
phenomenon is interpreted in the theory under consid-
eration as the mutual transfer of the axia charge
between normal and anomal ous modes.

We also emphasize that the theory under consider-
ation does not exclude the case where the axia charges
of normal and anomalous modes are conserved sepa-
rately (see [7]). This means that the axial anomaly is
absent. Such aregime can berealized only in problems
where the use of Feynman propagators isincorrect, for
example, at the universe inflation stage when the prob-
lem of the Smatrix is meaningless.

Thiswork was supported by the Russian Foundation
for Basic Research (project no. 04-02-16970) and by
the Council of the President of the Russian Federation
for Support of Young Scientists and Leading Scientific
Schools (project no. NSh-2044.2003.2 for Belavin's
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In the geometry of the circular hydraulic jump, the velocity of theliquid in the interior region exceeds the speed
of the capillary-gravity waves (ripplons), whose spectrum is*“relativistic” in the shallow water limit. The veloc-
ity flow is radia and outward, and thus the relativistic ripplons cannot propagate into the interior region. In
terms of the effective 2 + 1 dimensional Painlevé-Gullstrand metric appropriate for the propagating ripplons,
the interior region imitates a white hole. The hydraulic jump represents the physical singularity at the white-
hole horizon. The instability of the vacuum in the ergoregion inside the circular hydraulic jump and its obser-
vation in recent experiments on superfluid “He by Rolley et al. [3] are discussed. © 2005 Pleiades Publishing,

Inc.
PACS numbers; 04.70.—s, 67.40.Hf

1. INTRODUCTION

Starting with the pioneering acoustic black hole [1],
there appeared many suggestions to simulate the black
and white holes in various laboratory systems (see
review paper [2] and the references therein). Here, we
discuss the most perspective analog, which has been
actually realized in recent experiments with superfluid
“He [3]: the circular hydraulic jump in superfluid “He
simulates the 2 + 1 dimensional white hole for the sur-
face waveswith a“relativistic” spectrum in the shallow
liquid.

In Section 2, we discuss the effective space-time
emerging for the surface waves—ripplons—in the shal -
low water limit. In Section 3, we introduce the interac-
tion of ripplons with the walls. The walls provide the
absolute reference frame. In the region where the flow
of the liquid with respect to thisframe exceeds the Lan-
dau critical velocity for ripplon radiation, the surface of
the liquid becomes unstable. For the relativistic rip-
plons, the boundary of this region serves as an analog
of ablack-hole or white-hole horizon. Theinstability of
the liquid towards generation of ripplons inside the
horizon is the main mechanism of the decay of this2 +
1 dimensional analog of ablack or white hole. Similar
instability of the vacuum inside an astronomical black
holeis possible. In Section 4, we show that the hydrau-
lic jump is the realization of the white hole horizon for
the relativistic ripplonsin normal liquids. In Section 5,
the discussion is extended for the hydraulic jump in
superfluids in relation to the recent experiment [3].
Some open questions require further investigations.

TThe text was submitted by the author in English.

2. EFFECTIVE METRIC FOR RIPPLONS

The general dispersion relation w(k) for ripplons—
the waves on the surface of aliquid—is

M(k)(w—k 0v)* = pg+K’o. (1)

Here, o is the surface tension, p is mass density of the
liquids, pg is the gravity force, and v is the velocity of
the liquid along the surface. The quantity M(K) is the
k-dependent mass of the liquid that is forced into
motion by the oscillating surface:

- _p
M(k) = ktanhkh’ @

where h isthe thicknesses of the layer of the liquid.

The spectrum (1) becomes “relativistic” in the shal-
low water limit kh < 1, k < kg

(0—k V) = c2k2+c2k4512—%h2%,
8 ®)

¢’ = gh, ki = pglo.

If the k* corrections are ignored, the spectrum of rip-
plonsin the k —= 0 limit is described by the effective
metric [4]

g"'kk, =0, k, = (—w keKk,), 4

with the following elements

o¥=-1 g g’ = -vlv. (5

The interval describing the effective 2 + 1 space-time
in which ripplons propagate along geodesies and the

Oi - —Vi,
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corresponding covariant components of the effective
metric are

2

ds” = g X dx’, go = -1+ é’
_ (6)
_ v _ 15
Qoi = —(‘:5, Qi = C_Z ij-

Asdistinct from the original acoustic metric introduced
by Unruh [1], here c is the speed of gravity waves. It is
typically much smaller than the speed of sound, which
allows us to avoid the different hydrodynamic instabil-
itiesinherent to the acoustic anal ogs of the horizon.

The spectrum (1) isvalid for the prefect fluid, where
dissipation due to friction and viscosity is neglected,
and it must be modified when the dissipation is added.
For the ripplons propagating at the interface between
two superfluids, the dissipation leads to a simple extra
term on the right-hand side of Eq. (1) [5, 6]:

M(K)(w-k 0V)® = pg+ Ko —ilw. 7)

For the ripplons at the interface between *He-A and
SHe-B, thefriction parameter I > 0 depends on the tem-
perature and is proportional to T2 at low T. The impor-
tant property of the added dissipative term is that it
introduces the reference frame of the horizontal wall.
The w-dependence of the dissipative term in Eq. (7),
which has no Doppler shift, implies that this spectrum
iswritten in the frame of the wall. We may expect that,
under some conditions, this description is applicable to
the normal viscousliquid, where the phenornenol ogical
parameter I is determined by the Reynolds number of
the flowing liquid and probably depends on w and k.

3. INSTABILITY IN THE ERGOREGION

If the non-zero I is taken into account, from the
spectrum w(K) in Eqg. (7), it follows that the instability
to the formation of the surface waves occurs when the
velacity v of the flow with respect to the wall exceeds
thecritical velocity v, . At v = v, theimaginary part Im
w(k,) of the energy spectrum of the critical ripplon with
momentum k. crosses zero and becomes positive; i.e.,
the attenuation of ripplons at v < v due to dissipation
transforms to amplification at v > v, [5, 6]. Thecritical
velocity v, and the momentum of the critical ripplon k.
do not depend on the friction parameter I". They are dif-

ferent in the “relativistic’ and “non-relativistic”
regimes:

v.=c, k. =0, if hky<./3, (8)

v, = cJ2lhk,, k. = kg, if hky> 1. 9

In both regimes, the frequency of the critical ripplon is
w(ky) =0; i.e., the critical ripplon must be stationary in
thewall frame.
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The fact that the threshold velocity v, does not
depend on I demonstrates that the main role of the dis-
sipative term is to provide the reference frame of the
wall with which the liquid interacts. The flow of a
superfluid liquid with respect to this reference frame
does not experience any dissipation if its velocity is
below v,. The dissipation starts above the instability
threshold when the surface of the liquid is perturbed;
i.e., ripplons are radiated due to the interaction of the
liquid with the wall. This indicates that the critical
velocity of the flow with respect to the wall coincides
with the Landau criterion for ripplon nucleation:

v, = mkin¥, E(k) = J(pg+okd)/M(K). (10)

In the case of the interface between *He-A and *He-B,
the critical velocity of instability towards the growth of
the critical ripplon has been measured in the nonrel ativ-
istic deep-water regime hk, > 1[7], and has been found
in good agreement with the theoretical estimate of the
Landau velacity (modified for the case of two liquids
[5, 6]) without any fitting parameter.

The region where the flow velocity v exceeds v,
represents the ergoregion, since, in the wall frame, the
energy of the critical ripplon is negative in this region,
E(k) + k - v <0. For theréativistic ripplons, the ergore-
gion—the region where v exceeds c—is expressed in
terms of the effective metric in Eq. (6): in the ergore-
gion the metric element g,, changes sign and becomes
positive. If the flow is perpendicular to the ergosurface
(the boundary of the ergoregion), then the ergosurface
serves as the event horizon for ripplons. It is the black
hole horizon if the liquid moves into the ergoregion,
sinceripplons cannot escape from the ergoregion (if the
nonrelativistic k* corrections to the spectrum are
ignored). Correspondingly, if the liquid moves from the
ergoregion, the boundary of the ergoregion represents
the white hole horizon.

The discussed instability of the flow towards forma-
tion of ripplons in the supercritical region does not
depend on whether the horizon is of ablack hole or of
a white hole. This mechanism aso does not resolve
between the ergosurface and the horizon. The instabil-
ity comes from the interaction with the fixed reference
frame and occurs in the region where the energy of the
critical fluctuation is negative in thisframe. Such akind
of instability is also called the Miles instability [8]. In
principle, the Miles instability may take place behind
the horizon of the astronomical black holes if there
exists the fundamental reference frame related for
example with Planck physics [5, 8]. It may lead to the
decay of the black hole much faster than the decay due
to Hawking radiation.
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4. WHITE-HOLE HORIZON
IN THE HYDRAULIC JUMP

The situation with a white hole horizon is achieved
in the so-called hydraulic jump first discussed by Ray-
leigh in terms of the shock wave [9]. The circular
hydraulic jJump occurs when the vertical jet of liquid
falls on aflat horizontal surface. The flow of the liquid
at the surface exhibits a ring discontinuity at a certain
distance r = R from the jet (observation of noncircular
hydraulic jumps with sharp corners has been reported
in[10]). Atr = Rthereisan abrupt increase in the depth
h of theliquid (typically by an order of magnitude) and
correspondingly a decrease in the radial velocity of the
liquid. The velocity of the liquid in the interior region
(r <R) exceedsthe speed of “light” for ripplonsv > ¢ =

J/hg, while outside the hydraulic jump (r > R) one has

v <c= ./hg. Since the velocity flow is radial and out-
ward, the interior region imitates the “white-hole”
region. The interval of the 2 + 1 dimensional effective
space-timein which the “relativistic” ripplons“live” is

ds’ = —c’dt® + (dr —v(r)dt)>+r’dg’.  (11)

Thesimilar 3+ 1 dimensional space-timein general
relativity, the so-called Painlevé-Gullstrand metric [11]

ds? = — c?dt® + (dr — v (r)dt)® + r3(de® + sin’0dg’),

12
Vi) = 28M (12)
r
is popular now in black hole physics (see [12] and the
references therein).

In general relativity, the metric is continuous across
the horizon. In our case, there is areal physical singu-
larity at the white-hole horizon—the jump in the effec-
tive metric (6). However, the discussed mechanism of
the Miles instability in the ergoregion (or behind the
horizon) does not depend on whether the horizon, or
ergosurface, is smooth or singular.

A similar condensed matter anal og of the black-hole
horizon with the physical singularity at the horizon has
been also been discussed by Vachaspati [13]. At the
boundary between two superfluids, the speed of sound
(and, thus, the acoustic metric) has ajump: ¢, # c,. The
acoustic black or white horizon occursif the superfluid
velocity of the flow through the phase boundary is sub-
sonic in one of the superfluids but supersonic in the
other one: ¢; < v <cC,.

5. HYDRAULIC JUMP IN SUPERFLUIDS

The analogy between the instability of the surface
inside the hydraulic jump and the instability of the vac-
uum behind the horizon can be useful only if the liquid
simulates a quantum vacuum. For that, the liquid must
be quantum, and its flow should not exhibit any friction
in the absence of ahorizon. That iswhy the full analogy
could occur if one uses either aflow of quantum liquid
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with ahigh Reynolds number, or asuperfluid liquid that
has no viscosity. Quantum liquids such as superfluid or
normal *He and “He are good candidates.

The first observation of the circular hydraulic jump
in superfluid liquid (superfluid “He) wasreported in [3].
The surface waves generated in the ergoregion (in the
region inside the jump) were observed. The critical rip-
plon appeared to be stationary in the wall frame in
agreement with the Miles instability towards ripplon
radiation inside the ergoregion discussed in Section 3.
This is the first experiment where the analog of the
instability of the vacuum inside the horizon has been
simulated. The growths of the critical ripplon is satu-
rated due to the nonlinear effects, and then the whole
pattern remains stationary (though not static). This is
different from the case of the instability observed at the
interface between *He-A and *He-B, where the instabil -
ity is not saturated and leads to the crucial rearrange-
ment of the vacuum state: Quantized vortices penetrate
into the He-B side from the 3He-A, they partialy
screen the *He-B flow and reduce its velocity back
below the threshold for the ripplon formation [7].

Under the conditions of experiment [3], the hydrau-
lic jump in the superfluid “He is very similar to that in
the normal liquid “He. The position R of the hydraulic
jump as a function of the temperature does not experi-
ence discontinuity at the superfluid transition. This sug-
gests that quantized vortices are formed that provide
mutual friction between the superfluid and normal
components. Asaresult, even below the A point, thelig-
uid moves as a whole, though with a lower viscosity
because of the reduced fraction of the normal compo-
nent.

To avoid the effect of the normal component, it
would be desirable to reduce the temperature or to con-
duct similar experiments in a shallow superfluid *He.

The advantage of superfluid *He is that, as distinct
from superfluid “He, vortices are not easily formed
there: the energy barrier for vortex nucleation in He-B
is about 106 times bigger than the temperature [14]. In
addition, in superfluid *He, the norma component of
theliquid is very viscous compared to that in superfluid
“He. In the normal state, the kinematic viscosity isv ~
104 cm?/sin liquid “He, and v ~ 1 cm?/siin liquid *He.
That iswhy in many practical arrangements the normal
component in superfluid 3He remains at rest with
respect to the reference frame of the wall and, thus,
does not produce any dissipation if the flow of the
superfluid component is subcritical. One can aso
exploit thin films of a superfluid liquid where the nor-
mal component is fixed. The ripplons there represent
the so-called third sound (recent discussion on the third
sound propagating in superfluid *He films can be found
in [15]). In 1999, Seamus Davis suggested using the
third sound in superfluid *He for simulation of the hori-
zons[16].
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In normal liquids, it is the viscosity that determines
the position R of the hydraulic jump (see[17, 18]). The
open question iswhat is the dissi pation mechanism that
determines the position R of the white-hole horizon in
a superfluid flow with a stationary or absent normal
component when its viscosity is effectively switched
off. Since there is no dissipation of the superfluid flow
if itsvelocity isbelow v, one may expect that the same
mechanism, which is responsible for dissipation in the
presence of the horizon, also determines the position R
of the horizon. If so, the measurement of R as function
of the parameters of the system will give the informa-
tion on various mechanisms of decay of awhite hole. If
the Miles vacuum instability towards ripplon radiation
inside the horizon is saturated as in experiment [3],
another mechanisms will intervene such as the black-
hole laser [19], and even the quantum mechanical
Hawking radiation of ripplons. The latter should be
enhanced at the sharp discontinuous horizon of the
hydraulic jump and maybe near the sharp corners of the
noncircular (polygonal) hydraulic jump observed in
[10].

It is also unclear whether it is possible to approach
the limit of asmooth horizon without the shock wave of
the hydraulic jump and whether it is possible to con-
struct the inward flow of aliquid that would serve as an
analog of the black hole horizon.
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We report on the parton distribution functions (PDFs) determined from the NNLO QCD analysis of the world
inclusive DIS data with account for the precise NNLO QCD corrections to the evolution equations kernel. The

value of the strong coupling constant GENLO

(M5) = 0.1141 + 0.0014 (exp.), in fair agreement with the one

obtained using the earlier approximate NNLO kernel by van Neerven-Vogt. The intermediate bosons rates cal-
culated in the NNLO using the obtained PDFs are in agreement with the latest Run |1 results. © 2005 Pleiades

Publishing, Inc.
PACS numbers: 06.20.Jr, 12.38.Bx, 13.60.Hb

The inclusion of the higher-order QCD corrections
for most of the high-energy processes is important due
to the value of the strong coupling constant a. that is
not small for realistic kinematics. This is also true for
the deep-inelastic lepton-nucleon scattering (DIS) pro-
cess, which provides valuable information about the
structure of the nucleon. However, since the next-to-
next-to-leading order (NNLO) corrections were com-
pletely calculated only lately, most often the analysis of
the DIS data was performed in the next-to-leading
(NLO) approximation or, at best, with the approximate
NNLO evolution kernels derived in [1] on the basis of
calculations [2, 3]. With the recently calculated exact
expressions for the NNLO evolution kernels [4] one
can improve the avail able extractions of the NNL O par-
ton distribution functions (PDFs) based on the approx-
imate evolution kernels by getting rid of the error due
to the kernel uncertainty. Even so, consistent extraction
of theNNLO PDFsfrom theglobal fitsincluding thejet
production data [5] is still unfeasible since the NNLO
coefficient functions for the jet production process are
not completely calculated. In thisletter, we describe the
NNLO PDFs obtained from the updated analysis of the
world data on inclusive DIS process [6], where the
NNL O coefficient functions are known and full account
of the NNLO correctionsis possible.

We use for the analysis the charged-leptons pro-
ton/deuteron data on the DIS cross sections collected in
the SLAC-CERN-HERA experiments[7] with the cuts
Q?>25GeV? W>1.8GeV, and x < 0.75 imposed in
order to reject the kinematical regions problematic for
the perturbative QCD (pQCD) and where the nuclear
corrections are particularly big. The HERA data with
Q?> 300 GeV?were aso cut off since they have amar-
ginal impact on the precision of the PDFs obtained but
complicate the analysis due to account of the Z boson

TThe text was submitted by the author in English.

contribution being required for these kinematics. The
pQCD evolution input for the u-, d-, s-quarks and glu-

onsat Q =9 GeV2is

XUy (% Q) = N%xa“(l—x)b“(lwzx), )

u

A
XUg(X, Qq) = N—Znuxas(l—x)b“, @
xdy(%, Qo) = —=x¥(1-x)", ©)
Ny
_ AS as bsd
xds(x, Qo) = (12", (4)
AS as (bsu + bsd)lz
xs(x Qo) = =ENX(1-X) NG

XG(X, Qo) = AgX®(1—x)"(L+ySJ/x+V5X), (6)

wheretheindicesV and Scorrespond to the valence and
sea distributions correspondingly. The normalization
factors NL/, ¢ and Ag are calculated from other parame-
ters using the fermion number and momentum conser-
vation. The value of the parameter Ng is defined from
the condition that Ag gives the total momentum carried
by the sea quarks. The value of ) isfixed at 0.42. For
the PDFs parameters obtained in our fit, this choice pro-
vides the value of the strange sea suppression factor
equal to 0.41 at Q} = 20 GeV?, in agreement with the
CCFR/NuTeV analysisof [8]. The b- and c-quarks con-
tributions are accounted for in the massive scheme with
the O(ai) correction of [9] included. For the lowest
Q/W data used in the fit, the power corrections are

0021-3640/05/8210-0628%$26.00 © 2005 Pleiades Publishing, Inc.
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important, and, therefore, we take into account the tar-
get-mass correction by Georgi-Politzer [10] and the
dynamical twist-4 terms in the structure functions F, ¢
parameterized in a model-independent way as the
piece-linear functions of x.

The parameters of the PDFs obtained in the NNLO
fit with their errors due to the statistical and systemati-
cal uncertainties in the data that are given in Table 1.
These PDFs are comparableto the onesin [6] extracted
using the approximate NNLO kernel within the errors
due to the NNLO kernel uncertainty estimated in [1].
However, at small x and Q, where the NNLO correc-
tions are enhanced, the impact of the new calculations
isnonnegligible. With the exact NNL O corrections, the
QCD evolution of the gluon distribution at small x gets
weaker and as aresult, at small x/Q, the gluon distribu-
tion obtained using the precise NNLO kernel is quite
different from the approximate one. In particular, while
the approximate NNL O gluon distribution is negative at
Q? < 1.3 GeV?, the precise one remains positive even
below Q%=1 GeV? (see Fig. 1). For the NLO caseg, the
positivity of the gluons at small x/Q is even worse than
for the approximate NNL O case dueto the approximate
NNLO corrections that dampen the gluon evolution at
small x too; therefore, the account of the NNL O correc-
tions is crucial in this respect (cf. discussion of [11]).
The positivity of the PDFsis not mandatory beyond the
leading order; however, it allows probabilistic interpre-
tation of the parton model and facilitates modeling of
the soft processes, such as the underlying eventsin the
hadron—hadron collisions at high energies. The change
of the gluon distribution at small x/Q as compared to the
fit with the approximate NNLO evolution is rather due
the change in the evolution of the kernel than dueto the
shift in the fitted parameters of the PDFs. Thisis clear
from the comparison of the exact NNLO gluon distri-
bution to one obtained from the approximate NNLO fit
and evolved to low Q using the exact NNL O kernel (see
Fig. 1). Inthevicinity of the crossover of the gluon dis-
tribution to the negative values, its relative change due
to the variation of the evolution kernel is quite big and,
therefore, the further fixation of the kernel at small x
discussed in [12] can be substantial for the low Q limit
of the PDFs.

For the higher-mass kinematics at the LHC numeri-
cal impact of the NNLO, the kernel update is not dra-
matic. The change in the Higgs and W/Z boson produc-
tion cross sections due to the more precise definition of
the NNLO PDFs is comparable to the errors coming
from the PDFs uncertainties. The NNLO predictions
for the longitudinal DIS structure function F| at x ~ 10
measured by the H1 collaboration [13] also does not
change too much since they are given by the Méellin
convolution of PDFs with the coefficient functions and
are defined by the gluon distribution at relatively big

JETP LETTERS  Vol. 82

No. 10 2005

629

Table 1. The PDFs parameters and X%/NDP obtained in the
fit. The errorsin the parameters are obtained by propagation
of the statistical and systematical errorsin the data

Valence quarks: a, 0.724 £ 0.027
by 4.0194 + 0.050
y; 1.04+0.35
ay 0.775+0.073
by 5.15+0.15
Gluon: ac —-0.118 + 0.021
bg 9.6+1.2
ve -3.83+ 051
Vs 84+17
Sea quarks: Ag 0.1586 + 0.0089
ag —0.2094 + 0.0044
by 56+1.2
Nu 1.12+0.11
by, 10.39+0.88
X2NDP 2534/2274

values of x. The obtained value of the strong coupling
constant

at ™ O(M,) = 0.1141 + 0.0014(stat + syst),

isin fair agreement with ay"-° (M) = 0.1143 + 0.0014
(stat + syst) obtained in the fit of [6] with the approxi-

[ x=0.0001 g
o
L - = = NNLO (approx)
= —— NNLO (prec)
=
15/ i
il i
|
L
Vi
10_1’:' L IIIIIII . . Illlllz
1 10 10
0’ (GeV))

Fig. 1. Thegluon distributions obtained in the different vari-
ants of the analysis (solid: thefit with the exact NNLO evo-
lution; dashes: the fit with approximate NNLO evolution;
dots: the approximate NNL O gluons evolved with the exact
NNLO kernel; dashed-dots: the NL O fit).
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Table 2. The NNLO inclusive rates (in nb) for the interme-
diate bosons production in the hadron—hadron collisions. The
errors are due to the total PDFs uncertainties

W* Z
pp (1.96 TeV) 26.11+ 0.44 7.78+0.11
pp (14 TeV) 197.0+5.3 57.7+15

mate NNLO kernel and with the results of the exact
NNLO analysis of the nonsinglet DIS data [14].

The errors in the PDFs parameters given in Table 1
are calculated as a propagation of the experimenta
errors for the data points used in the fit. We calculate
these errors using the covariance matrix method [15]
taking into account the statistical and systematic errors
in the data and the correlations of the latter aswell. We
also take into account the theoretical errors due to the
possible variations of the strange suppression factor ng
and the ¢ quark mass m.. For this purpose, we recalcu-
late the error matrix for the PDF parameterswith ngand
m, released. Since the parametersn, and m, are not con-
straint by the charged-leptons inclusive DIS data, we
confine their variation adding to the data sample two
“measurements’: n, = 042 £ 0.1 and m, = 15 *
0.25 GeV with the errorsin these measurements repre-
senting our current understanding of the uncertainties
in these parameters. In this approach, the theoretical

pp (1.96 TeV)

0.32° o Moriond 05
2 030F == NNLO
< 028f
X - | I
& 0.26 ' '
RS R
024 F
32F
2 s0f I 1
> 28 ¥ i
o o6f |
b& L
24r CDF(e, 1) DO(e, w)
22

Fig. 2. The NNLO calculation of the W/Z rates for run Il at
Fermilab compared to the data. The dotted lines give the
uncertainty in the calculations dueto errorsin the PDFs; the
error bars of the data points give the total error including the
one due to the luminosity uncertainty. The branching ratios
of the W/IZ lepton decays Br(W — |v) = 0.107 and
Br(Z — 1l) = 0.034 were applied.
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errors are included into the total error in the PDFs and
their correlations with other sources of the PDFs uncer-
tainties are automatically taken into account. The
NNLO PDFs grid for the range of Q* = 0.8-2 x

108 GeV? and x = 10"-1 with the total uncertaintiesin
the PDFssupplled isavailabledi rectly and through the
LHAPDF library.? The LO and NLO PDFs grids are
also supplied to provide a tool for checking the sensi-
tivity of different calculations to the QCD order of the
PDFs.

The NNLO inclusive rates for the intermediate
boson production at the FNAL pp collider and the
LHC calculated using this grid and the code of [16]
with the corrections of [17] are given in Table 2. The
masses and widths of the W/Z bosons were set as My, =
80.425 GeV, M; = 91.188 GeV, 'y, = 2.124 GeV, [, =
2.495 GeV, and the squared sine of the Weinberg angle
xw(Mz) =0.2312, and the squared cosine of the Cabibbo
angle c. =0.9498 [18]. The errorsquoted in Table 2 are
due to the total uncertainty in the PDFs including the
theoretical errors considered. The calculations are in
agreement with the latest run 1l results of [19] within
the errors (see Fig. 2). The errors in the data of run |1
are bigger than the ones in the calculations; therefore,
the latter can be used for better calibration of the lumi-
nosity, which gives the main contribution to the mea
surements error.

In summary, we provide an update of the analysis of
theworld DI Sinclusive data on the proton/deuteron tar-
gets with full account of the NNLO QCD corrections
including the recent calculations of the exact NNLO
evolution kernel. The value of a. isin fair agreement
with the earlier version of the fit based on the approxi-
mate NNL O kernels. With the exact NNLO corrections
applied, we observe improvement in the positivity of
the gluon distributions extrapolated to small x and Q:
Now we have gluons positive up to Q = 1 GeV, i.e,,
throughout kinematical region where the parton model
is applicable. The NNLO W/Z-bosons rates cal culated
using the PDFs obtained are in agreement with the
recent run |1 results and can be used for better calibra-
tion of the Fermilab experiments in view of the uncer-
tainty in the calculations due to PDFs that are smaller
than the experimental ones. Since these PDFs are
extracted from the data for one single process, they can
be used for the quantitative studies of the PDFs univer-
saly, which is an advantage as compared to the ones
determined from the global fits.

ACKNOWLEDGMENTS

| am indebted to S. Forte, S. Moch, R. Petti, and
A. Vogt for stimulating discussions and to S. Kulagin
for development of the Mathemati ca package for access
to the PDFs grid. This work was supported by the Rus-

L http://sirius.ihep.su/@-~al ekhin/pdfa02
2 http://durpdg.dur.ac.uk/ hapdf/

JETP LETTERS Vol. 82 No.10 2005



PARTON DISTRIBUTION FUNCTIONS 631

sian Foundation for Basic Research (project no. 03-02-
17177) and by the Council of the President of the Rus-
sian Federation for Support of Young Scientists and
Leading Scientific Schools (project no. NSh-
1695.2003.2 for Zaitsev's Scientific School).

REFERENCES

1. W. L. van Neerven and A. Vogt, Phys. Lett. B 490, 111
(2000); hep-ph/0007362.

2. A. Retey and J. A. Vermaseren, Nucl. Phys. B 604, 281
(2001); hep-ph/0007294; S. A. Larin, P. Nogueira, T. van
Ritbergen, and J. A. M. Vermaseren, Nucl. Phys. B 492,
338 (1997); hep-ph/9605317.

3. S. Catani and F. Hautmann, Nucl. Phys. B 427, 475
(1994); hep-ph/9405388.

4. S.Moch, J. A. M. Vermaseren, and A. Vogt, Nucl. Phys.
B 688, 101 (2004); hep-ph/0403192; A. Vogt, S. Moch,
and J. A. M. Vermaseren, Nucl. Phys. B 691, 129 (2004);
hep-ph/0404111.

5. A. D. Martin, R. G. Roberts, W. J. Stirling, and
R.S. Thorne, Phys. Lett. B 604, 61 (2004); hep-
ph/0410230.

6. S. Alekhin, Phys. Rev. D 68, 014002 (2003); hep-
ph/0211096.

7. L.W.Whitlow, E. M. Riordan, S. Dasu, et al., Phys. Lett.
B 282, 475 (1992); A. C. Benvenuti et al. (BCDMS Col-
lab.), Phys. Lett. B 223, 485 (1989); A. C. Benvenuti
et al. (BCDMS Caollab.), Phys. Lett. B 237, 592 (1990);

JETP LETTERS Vol. 82 No.10 2005

10.

11

12.

13.
14.

15.

16.

17.

18.

19

M. Arneodo et al. (New Muon Collab.), Nucl. Phys. B
483, 3(1997); hep-ph/9610231; C. Adloff et al. (H1 Col-
lab.), Eur. Phys. J. C 21, 33 (2001); hep-ex/0012053;
S. Chekanov et al. (ZEUS Collab.), Eur. Phys. J. C 21,
443 (2001); hep-ex/0105090.

M. Goncharov et al. (NuTeV Collab.), Phys. Rev. D 64,
112006 (2001); hep-ex/0102049.

E. Laenen, S. Riemersma, J. Smith, and W. L. van Neer-
ven, Nucl. Phys. B 392, 229 (1993).

H. Georgi and H. D. Politzer, Phys. Rev. D 14, 1829
(1976).

J. Huston, J. Pumplin, D. Stump, and W. K. Tung, hep-
ph/0502080.

G. Altardli, R. D. Ball, and S. Forte, Nucl. Phys. B 674,
459 (2003); hep-ph/0306156.

E. M. Lobodzinska, hep-ph/0311180.

J. Blumlein, H. Bottcher, and A. Guffanti, Nucl. Phys,,
Proc. Suppl. 135, 152 (2004); hep-ph/0407089.

S. I. Alekhin, hep-ex/0005042.

R. Hamberg, W. L. van Neerven, and T. Matsuura, Nucl.
Phys. B 359, 343 (1991); Nucl. Phys. B 644, 403(E)
(2002).

R. V. Harlander and W. B. Kilgore, Phys. Rev. Lett. 83,
201801 (2002); hep-ph/0201206.

S. Eidelman et al. (Particle Data Group), Phys. Lett. B
592, 1 (2004).

. A. M. Bellavance (DO-Run Il Callab.), hep-ex/0506025.



JETP Letters, Vol. 82, No. 10, 2005, pp. 632—637. Translated from Pis' ma v Zhurnal Eksperimental’ nor i Teoreticheskor Fiziki, Vol. 82, No. 10, 2005, pp. 714-719.

Original Russian Text Copyright © 2005 by Klumov, Vladimirov, Morfill.

Features of Dusty Structuresin the Upper Earth’s Atmosphere

B. A. Klumov?, S. V. Vladimirov?, and G. E. Morfill2
aMax-Planck-Institut fir Extraterrestrische Physik, D-85740 Garching, Germany
e-mail: klumov@mpe.mpg.de
b School of Physics, The University of Sydney, New South Wales 2006, Australia
Received October 11, 2005

Thefeatures of the Earth’s dusty ionosphere are considered using as an example the summer polar mesosphere.
The effect of the optical properties of microparticles on their heating and photoelectron emission under the
action of solar radiation is analyzed in detail. Certain photochemical consegquences of the presence of dust in
the upper atmosphere are studied. In particular, it is shown that microparticles can noticeably reduce the con-
centration of water vapor in the upper atmosphere and this decrease in turn limits the particle sizes. The influ-
ence of the effect under consideration on the behavior of the charged component of the upper atmosphere is

discussed. © 2005 Pleiades Publishing, Inc.
PACS numbers: 52.27.Lw, 92.60.Mt, 94.20.—y

The processes in a multicomponent plasma contain-
ing dust particles are attracting considerable attention
at present [1-4]. Interest in dusty plasmais stimulated
both by its great abundance in nature and by the signif-
icant (determining in some cases) effect of dust parti-
cles on the state of the medium where they are present.
Microparticles may play an important role in the
Earth’sionosphere. Dust particles enter the upper atmo-
sphere of the Earth due to the bombardment by
micrometeorites (which then burn at atitudes of 80—
100 km) and due to the convective transfer of particles
of soot of volcanic origin and/or dueto aerosol from the
lower atmosphere. The concentration of particles with
a characteristic size of about severa nanometers is
thought to vary in a range of 10-10° cm= in depen-
dence on the season and the micrometeorite activity [5].
Under ordinary conditions, such particles do not signif-
icantly affect the state of the ionospheric plasma and
the photochemistry of the upper atmosphere. However,
in the summer polar mesosphere at altitudes near 80—
90 km, when the ambient air temperature is below
150 K and the water vapors present at these altitudes
are supersaturated [6], the effect of the microparticles
increases sharply (see, e.g., [7]). Inthis case, an impor-
tant feature of the mesosphere is the presence of thin
(compared to the atmosphere altitude scale) dust lay-
ers! at altitudes of 80-85 km that are known as noctilu-
cent clouds or NLCs and at altitudes of 85-95 km that
are known as polar mesosphere summer echoes or
PM SEs. Noctilucent clouds consist of submicron-sized
particles of water ice (with possible dust inclusions) [8]
and are easily seen by optica methods. Polar mesos-
phere summer echoes consisting of charged nanoparti-

1 The characteristic vertical scale of such layers is 0.1-1 km <
Ha = 7.5 km, where H, isthe height scale in the mesosphere.

cles cannot be observed by optical methods and are
manifested as strong radio reflections observed with
radars at frequencies between 50 and 1000 MHz [9].
The strong correlation between the observations of
NLCs and PMSEs implies that they have a common
origin. For this reason, NLCs and PMSEs are fre-
guently considered together under the common term
polar mesospheric clouds (PMCs).

In this work, a model is presented for describing
dusty structures in the summer polar mesosphere. This
model takesinto account the effect of solar radiation on
the heating and charging of microparticles and the seg-
mentation of particles in the gravitational field and the
changes in the water vapor concentration in the meso-
sphere that are consistent with the growth of particles.

Figure 1 shows the parameters of the summer polar
mesosphere that are important for the physics of polar
mesospheric clouds. The conditions for the growth of
particles are satisfied for atitudes near 80-90 km,
wherethelocal water vapors are supersaturated. Taking
into account the presence of nanoparticles in the meso-
sphere, the most probable mechanism of the growth of
particles is the heterogeneous nucleation on particles.
The concentration of nanoparticlesin the mesosphereis
estimated as npyc ~ 10-10° cm™ using data on the
meteorite flux on the Earth that is ~ 100 ton/day.2 One
of thekey parametersistheillumination intensity of the
mesosphere by solar radiation. The inset in Fig. 1
shows the characteristic spectra of solar radiation as
functions of the altitude for a zenith angle of 85° that is
characteristic of the summer polar mesosphere. We
note that short-wavelength radiation with wavelengths
A £ 170 nm (i.e., with photon energies hv = 7.3 V)

2 The distribution of meteorites of sizes a is close to the power law
[@ ~; centimeter-sized bodies primarily precipitate.

0021-3640/05/8210-0632$26.00 © 2005 Pleiades Publishing, Inc.
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almost does not penetrate to the mesosphere, being
strongly absorbed at atitudes H = 100 km, except for
the Lya (A = 121 nm) atomic-hydrogen line, which is
noticeably suppressed but is present at PMC altitudes.

Particles absorbing solar radiation can be heated.
The heating value depends on the reflective index and
shape of a microparticle, the altitude, the solar zenith
angle, etc. When the temperature of ice particl
exceeds =150 K, they begin to be evaporated. This
effect can be estimated from the balance eguation for
thetemperature T, of adust particle (see, e.g., [10]). We
write the balance equation in the form

I:,sol + I:)rad_*_ PCOI — 0’ (1)

where P¥ isthe energy flux of solar radiation absorbed
by the particle, P describes the thermal radiation of
the microparticle, and P* describes the cooling of the
dust particle dueto collisionswith neutrals. The expres-
sionsfor P¥ and P have the form

P = Trazth’cabS()\, a, m)(OY(H, a,,)
+ O(H, a,,) )dM/A,
P = nazhcj‘oabs()\, a, m)B, (T,)dA/A,

where 6, isthe absorption efficiency (the cross section
for the absorption of radiation by the dust particle of the
radius a normalized to T@?), m= n + ik is the complex
refractive index of the microparticle material, a,, isthe
solar zenith angle, B, isthe spectral flux of the thermal

radiation from the particle, ®*'** are the spectral
fluxes of the direct (scattered by the atmosphere) solar
radiation at the altitude H, c is the speed of light, and h
isPlanck’s constant. The rate of the cooling of dust par-
ticles by neutrals is estimated by the expression P =
4ma’an,Vyks(Ty — T,), Where a; is the coefficient
(probability) of therma accommodation (on the order
of unity); n, is the concentration of neutrals in the
mesosphere (n, ~ 3 x 10 cm= at PMC altitudes); vy,
and T,, arethe thermal velocity and temperature of neu-
trals, respectively; and kg is the Boltzmann constant.
The numerical solution of the transport equation for
solar radiation in the Earth’s atmosphere shows that

o and O may be of the same order of magnitude
at the mesosphere altitudes under the PMC conditions.
We note that the contribution of the thermal radiation of
the Earth to the balance equation for T, can be disre-
garded.

The dependence of the absorption efficiency on the
refractiveindex, size of adust particle, and theradiation
wavelength is complex. Figure 2 shows the absorption
(scattering) efficiencies 04y Calculated for 121-nm
radiation according to the Mie theory as functions of a

3 Hereinafter, the term iceis used for water ice.
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Fig. 1. Parameters of the summer polar mesosphere such as
the vertical profiles of the temperature T, the pressure of

saturated water vapor over the ice surface Pg, the partial
pressure of water vapor P,,, and the nanoparticle concentra-
tion. Water vapor is supersaturated at altitudes of 80 to 90
km, and, owing to this fact, nanoparticles grow and polar
mesospheric clouds are formed. The inset shows the spec-
tral flux of solar radiation QJ;\’O' in the mesosphere vs. the

altitude h. Radiation with A < 170 nm almost does not pen-
etrate (except for the Lya hydrogen line) at mesosphere alti-
tudes, being absorbed at altitudes =100 km.

for spherical microparticles of various compositions.
We note that o, for an ice-coated silicon particle dif-
fers dightly from o4 for an ice particle. The inset
shows the complex refractive index as afunction of the
photon energy for several compounds. We point to a
very small imaginary part of the refractive index k
(which determines the absorption of radiation by a par-
ticle) in the optical rangefor ice particles. The values of
k for the other compounds under consideration are rel-
atively large.

Figure 3 shows 0, for microparticles of various
compositions as a function of the photon energy hv and
particle size a. The noticeable absorption of solar radi-
ation by submicron potassium is observed for photons
with energies ~ 1-3 €V, which easily penetrate to the
mesosphere. At the same time, ice particles quite effi-
ciently absorb short-wavelength (hv > 8 €V) and IR
(hv < 0.5 eV) radiation. The results shown in the inset
can be used to estimate the heating and charging meso-
spheric dust particles. It is convenient to introduce the
dimensionless efficiency parameter n(a, m) of the
absorption of solar radiation energy by a particle as
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Fig. 2. Optical properties of microparticles various compo-
sition as cal culated using the Mie theory. The efficiencies of
scattering 04, and absorption 04,5 of 121-nm radiation ver-

sus the particle size a for various microparticle materials:
ice, iron, silicon, and ice-coated silicon (at the correspond-
ing radiusratio 1 : 2). The known scaling is shown for small

avalues (04, 0 a* and 0,4, [ a). Theinset showsthe (solid

lines) real and (dash—dotted line and dashed line for ice)
imaginary parts of the complex refractive index m vs. the
photon energy for several compounds that can be present in
adust particle. The mvaluesfor ice were obtained at atem-
perature of 130 K, which is close to the temperature of the
summer polar mesosphere [12].

n@am==5 J’ 04Frd\ , where FY is the extra-atmo-

spheric spectral energy fl ux*and S, = 1366 W m2isthe
solar constant. For ice submicron-sized particles, n
increases amost linearly with the particleradius. n(a=
0.025 pm) = 10%, whereasn(a = 0.8 um) = 3 x 103,
The estimate for the heating value AT, of such particles
from the relation NS, = P provides AT, ~3K; i.e,
the heating of ice submicron particles in the mesos-
phere isinsufficient for their evaporation. For particles
consisting of potassium, the situation changes radi-
cally: inthiscase, ng ~ 0.1-1, the nk valueis maximal
for particleswith a= 30 nm (ng for iron microparticles
has a maximum for a = 150 nm), and it is necessary to
take into account the radiative cooling of such a parti-
cle. This circumstance determines the heating value
T4 = 270 K. Figure 4 shows the dependence of AT, =
T4— T, onthe parameter ) for certain atitudes at which
PMCs are located. This dependence summarizes the
above estimates. The inset shows the dependence n(a)
for certain compounds. These dependences make it
possible to determine how microparticles of various

4The main contribution to the heating of microparticles comes
from radiation of the optical and near IR ranges that is almost not
absorbed in the mesosphere.
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compositions are heated under the action of solar radi-
ation in the mesosphere. The influence of the photo-
electric effect on the charging of dust particlesis dis-
cussed below.

The kinetic equation describing the evolution of the
microparticle distribution function fy(H, a v, t) at the
altitude H has the form

ofy «a of of

a_td+_mwvad(n w) d a_l_;j
()

P “Fa(V +V ying) % -0

[g my }av e

Here, p and p4 are the densities of air and microparticle
material, respectively; my isthe microparticle mass; a,,
isthe probability of the accommodation of water mole-
cules colliding with adust particle (a,, ~ 1 for supersat-

urated water vapors); VVTV is the thermal velocity of

water molecules; c, is the local speed of sound; Vg
and v are the vertical velocities of the wind and parti-
cle, respectively; F4 isthe factor (on the order of unity)

depending on the shape of aparticle; and n,, and n, are
the concentrations of water vapor and saturated water
vapors in the mesosphere, respectively. The second
term in the equation describes the growth/evaporation
of ice microparticles in dependence on the water vapor
saturation, and thelast termin Eq. (2) describesthe sed-
imentation/rise of a dust particle interacting with neu-
trals (neutral drag). In the summer polar mesosphere,
the average velocity component (directed against grav-
ity) of neutral gasis [V, = 1-10 cm/s.

The solution of kinetic equation (2), together with
the following equation describing the content of water
vapors,

on, , or,
ot  oh

where I, is the vertical diffusion flow of water vapors
(see, eg., [11]) and P, and L, are photochemical
sources and sinks of water vapors in the mesosphere
(the last term on the right-hand side describes the loss
of water molecules on growing dust particles), deter-
mines the characteristic size of particlesin the summer
polar mesosphere. Figure 5 shows the time dependence
of the characteristic size of the particle and the concen-
tration of water vapors for various particle concentra-
tions ng a Vg = 5 cm/s. It is clearly seen that the
growth of particlesleadsto adecrease in the water con-
centration in the mesosphere, which in turn limits the
further growth of microparticles. Thus, for typical PMC
parameters, the effect of the mesosphere dehydration in
the dust cloud limits the size of the particles in depen-
dence on their concentration at alevel of 0.05-0.1 um.
We note that the effect of the mesosphere dehydration
under the PMC conditions was revealed in [13], where

= -P,—n,L,-Ta,v,n,2nd (3

JETP LETTERS Vol. 82 No.10 2005



FEATURES OF DUSTY STRUCTURES IN THE UPPER EARTH’'S ATMOSPHERE 635

1011
400

ol Cumulative, flux
10ME s 1018
1014 ;_ < 1017
loBELya  #F J10
1012 # _; 1015
1011 .; 1014
1010 _; 1013
10° F101

I
300

1
200
A

=Y

Fig. 3. Efficiency o4, Of the absorption of radiation by amicroparticle consisting of (left panel) potassium and (right panel) icevs.

the photon energy and particle size. The inset shows the spectral fluxes of solar radiation: (solid line) extra-atmospheric qag and

(dashed line) cumulative ®(H, A) = Jﬁ ®, dA at an altitude of 85 km.

the behavior of particles was simulated by molecular

dynamics. 10
The recombination of the ionosphere plasma on the

surface of microparticles can noticeably change the

ionization properties of the summer polar mesosphere.

Such an effect of dust particles on the ionization bal-

ance can be estimated from the system of the continuity

equations for the electron concentration n,, concentra-

° 1
tions of simple n and cluster n® positiveions, aswell 5 10

asfor the charge Z of the microparticlewith the radius
a, which are written in the local approximation [14]:

on rec s rec c
a_te = (e—0s NNy —Ac Ny
0
hoto 2 2 10
+ W °a’nd-nt W.a"nd]
an_s rec S S 2
6_tl = Qe— 05 NN _Bcni _T[DVsa ndD: (4)
onc Fig. 4. Heating AT of a dust microparticle in the mesos-
n; here at the altitudes of polar mesospheric clouds vs. the
— = B.n’—an.n’ - v a’ngd] P o o SPRetic clouts v
ot parameter n(a, m) = Sy [04q(a MFyd\, where § =
) I abs\ A ’
0 ZZ photo Ing)\ ~ 1366 W m 2 isthe solar constant. Theinset shows
T Vi Vgt Ve —Ve. the dependence n(a) for certain compounds.
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Fig. 5. Time dependences of (dashed lines) the relative con-
centration n(t)/n,,(0) of water vapors and (solid lines) the
radius a of a microparticle in the dust cloud for the particle

concentrations ng = (1) 10 and (2) 100 cm 3.

Here, a,. aretherecombination coefficientsfor simple
(cluster) ions; the terms v; (j = €, s, ¢) describe the
losses of electrons, as well as simple and cluster ions,
respectively, on dust particles; 3. isthe rate of the con-

version of simple ions to cluster ions, and v2™°

describes the creation of photoelectrons when solar
radiation is absorbed by asingle particle with theradius
a. The expression determining v has the form

Aw

Vphoto — nazj' Oas(A, @, M®,(H, a,)Y(A, m, a)dA, (5)
0

where Ay is the maximum (threshold) radiation wave-
length for the photoelectric effect. For example, Ay, for
ice, iron, sodium, potassium, aluminum, and silicon
correspondsto aphoton energy of 8.7,4.7,2.4,2.3,4.1,
and 4.85 eV, respectively. The photoelectron produc-
tion probability Y(A, m, a) entering into Eqg. (5)
increases rapidly with the photon energy in the above-
threshold region (JdA/Ay| < 1) and is often estimated by
the expression Y(A) = Y,(1 — A/A*) (see, egq., [15]),
which interpolates the experimental data. The charac-
teristicvaluesare Y,, ~ 1 and A* = Ay, Itisworth noting
that Y increases when the size of a microparticle
decreases. This dependenceis explained by thefact that
the photon mean free path |, in the matter is usually
much longer than the electron mean free path I, and
thereby experimentswith bulky samples provide under-
estimated values Y,, for the photoel ectron yield, because
some photoelectrons do not leave a sample. For a ~ |,
the yield of photoelectrons may be higher than Y, by a
factor of 2-3 [16]. We note that solar radiation with
wavelengths A < 170 nm (i.e., with photon energies

KLUMOV et al.

hv = 7.3 eV) isamost completely absorbed at atitudes
above the mesosphere except for the Lya (A = 121 nm)
atomic-hydrogen line. The damping of the Lya line at
PMC dtitudes can be determined from Fig. 3. Theion-
ization rate induced by the photoel ectric effect on sub-

micron ice particles can be estimated as vi° =

TENGO0 4Py Yice: FOr Ny ~ 102 cm= and a = 0.1 pm
VP9 - 10-100 cm3 s°2, which ismuch higher than the

equilibrium ionization rate g, = a"n? ~0.1-10 c3 s°L.
We emphasize that even nanosized ice particles can
make certain contribution to the ionization of the meso-
sphere, because 0, ~ a (see Fig. 2). If adust particle
consists of potassium, the role of photoelectrons
becomes decisive beginning with moderate concentra-
tions of submicron particles ny ~ 1 cm3. Indeed, the

cumulativeflux of photonsis (AL, ) ~ 1047 cm2s°2; for
such photons, 0,4, ~ 0.1-1 over awide a range and the
photoemission rate induced by dust particles is very
high, V2" = TE2Nn,(2)0 (@) DAY, ) Y O 10% cm3 st
even for small values Y ~ 10~ Such a high rate of the
formation of electrons gives rise to a number of inter-
esting photochemical effects. The electron concentra-
tion in the cloud of such dust particles increases,
whereas the concentration of ions (primarily cluster
ions) decreases due to the enhancement of electron—on
recombination. It is remarkable that such a behavior of
the charged component under the PMC conditions is
observed experimentally (see, e.g., [9]). Microparticles
additionally acquire a considerable positive charge,
which easily gives rise to polar mesosphere summer
echoes—radio reflections from the dusty layer.

Thus, the effect of the composition and optical prop-
erties of microparticles on the formation of dust layers
in the mesosphere has been analyzed in detail. The
parameters of the heating of dust particles and photoe-
mission of electrons under the action of solar radiation
have been determined. Certain photochemical conse-
guences of the presence of dust in the upper atmosphere
have been analyzed. In particular, it has been shown
that microparticles may significantly reduce the con-
centration of water vaporsin the upper atmosphere, and
this decrease, in turn, limits the size of particles. It has
been shown that the composition of microparticles can
determine the ionization features of the summer polar
mesosphere.

Thiswork was supported in part by der Max-Planck
Gesdllschaft (Max Planck Society, Germany) and by
the Australian Research Council.
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The process of the generation and interaction of solitonsin a circular wind—water tunnel is considered. It has
been found that solitons with particle-like properties are formed in the channel under the action of awind. In
the presence of surfactants at the upper boundary or flotation, the phases of capillary and gravity—capillary
waves are absent in the process of the soliton generation and the soliton formation time increases. © 2005 Ple-

iades Publishing, Inc.
PACS numbers: 91.10.Hm, 92.60.—e

Processes occurring in seas and oceans are caused to
agreat extent by the wave motion of water. Long waves
such as tsunamis of seismic and meteorological origins
(so-called meteotsunamis) provide a particularly strong
effect on the dynamics. Meteotsunamis are tsunamis
whose appearance nature is unclear [1]. In this work,
we consider meteotsunamis caused by the action of a
wind on the water surface, which can be described by
the Korteweg—de Vries (KdV) equation with a right
side, i.e., by the perturbed KdV equation. When inves-
tigating tsunami waves, the KdV equation u, — 6uu, +
U = O isusualy used. The solution of thisequationis
asolitary wave, the so-called KdV one-soliton solution:

— Cooen?[Lox —
= —Zsech [2 (x ct)} o
where ¢ and h are the velocity and height of the solitary
wave.

The current revival of interest in the KdV equation
and its solutions in the form of cnoidal and solitary
waves discovered by Russell [2] was begun with the
work by Fermi, Pasta, and Ulam, who studied the prob-
lem of the appearance of thermal chaos in a chain of
nonlinearly coupled oscillators. The absence of the
energy thermalization (energy distribution over all
modes), as well as the recurrence of the system to the
initial state with one excited basic mode, was revealed.
Later, this recurrence was caled the Fermi—Pasta—
Ulam recurrence [3]. Those investigations were further
continued in numerical experiments by Zabusky and
Kruskal [4], who passed from the discrete problem in
the form of achain of pointlike oscillatorsto a continu-
ous model. For convenience, they analyzed the evolu-
tion of waves on a closed circular trgectory for a
plasma. The cal culations showed that theinitial sinuso-
idal profile of thewaveistransformed in timeto achain
of pulses propagating to the right. The largest pulse
appeared to be on the extreme right, whereas the other

pulses retain their individuality and propagate with
velocity proportional to their amplitudes. Each pulse
can be approximately described by the solitary-wave
solution of the KdV equation. Zabusky and Kruskal
showed that the collision between pulses occurs such
that the first pulse that has alarge amplitude overtakes
the other pulses and successively collides with each of
them. In the process of these collisions, the pulses
maintain their characteristics (height, width, and veloc-
ity). The only result of a collision is a phase shift: the
larger pulseis shifted forward with respect to the situa-
tion before the interaction, whereas the lower pulseis
shifted backward. Owing to such a particle-like behav-
ior of the pulses, Zabusky and Kruskal called them
“solitons’ (from solitary waves).

More recently, solitons were studied by many
researchers[5]. In particular, Berezin and Karpman [6]
numerically showed that the initial perturbation
decayed into four solitons and a low-amplitude short-
wave packet. Gardner, Green, Kruskal, and Miura [7]
obtained an analytical solution of the Cauchy problem
for the KdV equation under an arbitrary initial condi-
tion. Hammack and Segur [8] conducted a series of
experimentsin abasin 31.6 minlength, 61 cmin depth,
and 39.4 cm in width. A vertical plunger at one of the
ends of the basin induced a rectangular-pul se perturba-
tion of the water surface. As this pulse propagates, it
decays into separate solitons.

Weidman and Maxworthy [9] experimentaly stud-
ied the cases of strong and weak interactions between
solitons. They applied the term weak interaction to a
head-on collision between two counterpropagating
solitons that occurs for a short time, whereas the term
strong interaction was referred to along-term collision
between two pul ses propagating in one direction. It was
found that the phase shift of solitons due to interaction
differs from the value calculated using the theory of
solitary waves.

0021-3640/05/8210-0638%$26.00 © 2005 Pleiades Publishing, Inc.



INDUCED SOLITON IN A FLUID

Renouard, Seabro-Santos, and Temperville [10]
simulated the soliton solutions of the KdV equation in
a 36 x 0.55 x 1.3-m laboratory channel. They studied
solutions of the problems of the reflection of a soliton
from the channel wall, collision between two solitons,
passage of a soliton over an obstacle in the form of an
underwater mountain and vertical bank, and viscous
damping of solitons.

Thewind field effect on the devel opment of meteot-
sunamis was analyzed by Pelinovskii [1]. In order to
describe this mechanism, the Reynolds equation was
used. In addition to the convenient boundary condi-
tions, the following condition of tangential stress conti-
nuity was imposed on the bottom and free surface of a
viscous fluid:

V3 =T, (z=h), pvdE =T, (z=-h). (2
Here, v, = v + K,, where v is the molecular viscosity
coefficient and K, is the turbulent viscosity coefficient.
The surface stress T is induced by the wind field and
the bottom stress T,, ensures the dissipation of the wave
energy. The equation is closed by taking into account
the continuity equation. The surface stress is usually
parameterized as T/p = c*WW|, where W is the wind
velacity, c* isthe constant factor, and the other symbols
are commonly accepted. It is thought that tsunamis can
be generated by inhomogeneities of the wind field, for
example, in atyphoon.

Shuleikin [11] much contributed to the investigation
of the wind effect on the wave generation. He created a
circular tunnel with an outer diameter of 40 m and an
inner diameter of 38 m. The height of the tunnel from
the bottom to the roof was equal to 5.6 m. A wind was
generated by fans placed on the roof at identical dis-
tances between them. Shuleikin found the equation of
the family of curves to which the profiles of wind
waves, including trochoidal waves, belong, but he did
not study solitary waves as follows from [11].

According to the above brief review of experimental
investigations of solitons in a fluid, solitons were usu-
aly induced by means of wavemakers. In such a situa-
tion, it isimportant to experimentally reveal the possi-
bility of generating solitons by awind. To this end, we
carried out special investigations in a circular wind—
water tunnel (Fig. 1) with an outer diameter of 2.4 m, a
width of 0.2 m, and aheight of 0.4 m. Asaresult, asoli-
ton arising under the action of the wind wasfound. Fig-
ure 2a shows a photograph covering the entire period
between two successive passages of the same soliton
(the circular channel swept in time). The investigations
were conducted using both video and a string wave
recorder. Capillary, gravity-capillary, and surface grav-
ity waves, which increase in time, are observed in the
process of the development of the soliton under the
action of the wing. Further, two solitons interacting
with each other were formed from the entire variety of
wind waves. When their amplitudes were comparable
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Fig. 1.

(a) Wind —

(b)

Fig. 2. Photographs covering the entire period between two
successive passages of the same soliton (the circular chan-
nel swept intime) inthe (a) ordinary and (b) increased form.
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|
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—1 |

1 (s)

Fig. 3. Interaction between two wind solitonsin the circular
wind-water tunnel as detected by a wave recorder.

with each other, solitons do not passthrough each other,
they approach each other to a minimum distance of
about 70 cm (Fig. 3), and thefirst soliton after the inter-
action is shifted forward and the second (back) soliton
lags behind the first at a distance of about 1.5 m. This
behavior is due to a complex nonlinear interaction
between solitons, which are stable localized “pulses’
covering the entire water height from the surface to the
bottom. In this case, the vertica component of the
velocities of particles on the leading front of soliton 2
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and the back front of soliton 1 are directed up- and
downward, respectively. Such a counterpropagating
motion can destroy the leading front of soliton 2 and
reduceitsamplitude and vel ocity. After such aninterac-
tion, the trailing soliton with the minimum amplitude
grows under the action of the wind, its velocity
increases, and it beginsto overtake thefirst soliton. The
growth of the second soliton increases the screening of
the first soliton from the wind effect. As a result, the
velocity of the second soliton continues to increase,
whereas the velocity of the first soliton decreases
dlightly. Correspondingly, their repeated interaction
occurs after the second soliton, as well as its velocity,
decreases again and lags behind the first soliton to the
extreme left position (1.5 m). Then, the entire cycleis
repeated. Such a periodic interaction between two soli-
tons can be observed for several minutes (one interac-
tion cycle lasted about 20 s) until the second soliton
after acertain interaction lags so strongly (by morethan
half the tunnel length) that it appears to be ahead of the
first soliton. (For convenience, we hold the enumeration
of the solitons.) In this case, the first soliton moving
behind the second soliton begins to screen the latter
soliton whose velocity and amplitude appear to be
|lower than those of thefirst soliton. As aresult, the first
soliton with higher amplitude aready passes through
the second soliton rather than repulses from it. After
double such interaction, only a small perturbation
remains from the second soliton. This perturbation dis-
appears after several interactions and one soliton
remains. In the intervals of its motion, a weak wind
excitement arises and is absorbed by the incident soli-
ton. For illustration, Fig. 2b is drawn in an increased
scale. As is seen, wind waves appear on the smooth
fluid surface after the passage of the soliton. The ampli-
tude of these waves increases until the passage of the
second soliton that smoothes them. In this process,
changes in the soliton parameters are not observed. A
soliton arising at the fluid depth H = 11 cm and wind
velocity W, = 12 m/s moves with a velocity of 1 m/s.
The length of this soliton at the zero level is equa to
90 cm and its height is equal to 8 cm. After the disap-
pearance of the wind, the soliton profile is smoothed at
theinitia stage of damping, becomes more symmetric,
and almost coincides with the soliton profile cal cul ated
using the KdV theory.

In the presence of surfactants at the upper boundary,
the process of the soliton formation changes due to the
absence of capillary and gravity—capillary waves.
Moreover, long gravity waves are generated whose
amplitude increases with time, and the soliton forma-
tion occurs according to the above scheme. The soliton
formation in the presence of floatation (e.g., ice pieces)
occurs similarly. In the both cases, the duration of the
soliton formation process increases approximately by
an order of magnitude and can reach 1.5 h. In the both
cases of the presence of surfactants and floatation that
exceed the respective critical values, no soliton is
formed. This result is important for understanding the

SHELKOVNIKOV

possibility of forming solitons (meteotsunamis) in the
presence of ail films and broken ice on the surface of
the ocean.

In conclusion, it is worth noting that the formation
of solitonsin the case under consideration occurs under
shallow water conditions under close values of nonlin-
earity and dispersion. For this reason, solitons are sta-
ble. In deep water, wind can induce groups of waves
and envelope solitons, which are unstable due to high
dispersion. Figuratively speaking, a soliton is induced
in shallow water, whereas agroup of wavesis generated
in deep water.

The above consideration |eads to the following con-
clusions.

(i) The phenomenon of the transformation of vari-
ous-scale wind waves into a determined pulse in the
form of asoliton has been found under |aboratory con-
ditions. This pulse exists until wind existsin the tunnel.
The recurrence phenomenon is not observed. The
observed process of the formation of awave-wind soli-
ton is important for not only the theory of solitary
waves but also for the determination of the nature of so-
called killer waves[11].

(i) It has been shown that multiple interaction
occurs between two wind solitons close in amplitude,
which exhibit particle-like properties. In the case of dif-
ferent amplitudes, the larger soliton passes through the
smaller soliton many times and this process gives rise
to the disappearance of the latter. This interaction vari-
ant is present when, after the sequentia collision, the
smaller (rear) soliton lags so strongly (by more than
half the tunnel length) that it appears ahead of thelarger
soliton.

(iii) It has been found that the development of a
wind soliton in the presence of floatation begins with
the generation of long surface gravity waves passing
over the phase of capillary and gravity—capillary waves.
When these waves are devel oped, the above mechanism
of the soliton formation starts. A similar process of the
soliton formation is observed in the presence of surfac-
tants. In both these cases, the time of the soliton forma-
tion increases by an order of magnitude and reaches
1.5h on average. No soliton is formed at the critical
level of floatation and concentration of surfactants. This
result is important for understanding the possibility of
forming solitons in the form of meteotsunamis in the
presence of the pollution of the ocean surface, particu-
larly inthe shelf zone, aswell asin seas covered by bro-
kenice.
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The ferrimagnetic compounds Ca(Cu,Mn; _,)Mn,0;, of the double distorted perovskites AC;B,0;, family
exhibit arapid increase of the ferromagnetic component in magnetization at partial substitution of square coor-
dinated (Mn3*) for (Cu?*)¢. In the transport properties, thisis seen as a change of the semiconducting type of
resistivity for the metallic one. The evolution of magnetic properties of Ca(Cu,Mn; _,)Mn,O,5 is driven by
strong antiferromagnetic exchange interaction of (Cu?*)c with (Mn3*/Mn**)g coordinated octahedra. The com-
peting interactions of (Mn*)c with (Mn3*/Mn**)g lead to the formation of noncollinear magnetic structures
that can be aligned by magnetic fields. © 2005 Pleiades Publishing, Inc.

PACS numbers: 72.80.Ga, 75.10.-b, 75.47.Gk

Nowadays, along with continuing studies of colossal
negative magnetoresistance in traditional manganese-
based perovskites, this effect is actively investigated in
more exotic systems such as Cu-doped spinels FeCr,S,
or pyrochlore TI,Mn,O; [1, 2]. The final goal of these
studies is a magnetoresi stance of about afew percent at
elevated temperatures. Among the most promising can-
didates for that are the double distorted perovskites of
the general formula Ca(CuMn;_,)Mn,O,,. The rich
physics of these compounds follows from multiple and
competing interactions of different magnetoactive ions
in different crystallographic positions.

These compounds belong to the structural type

AC;B,0,, of the cubic symmetry Im3 [3]. TheA posi-
tion is twelve-coordinated and can be occupied by any
large sizeion independent of itsvalence state (e.g., Na',
Ca?*, Y3, or Th*). The C position is square coordi-
nated and is preferable for the Jahn-Teller ions (e.g.,
Cu?*, Mn*). The B position is octahedrally coordinated
and can be occupied by both Mn3* and Mn** ions. The
tilted corner sharing octahedra BOg form the rigid per-
ovskite framework while the CO, squares are not con-
nected to each other.

The magnetic and transport properties of the
AC;B,0,, compounds with various compositions were
the subject of several experimenta and theoretica studies
[4-13]. At substitution of Cu?* for Mn** in the C position,
the Curie temperature within the Ca(CuMn;_,)Mn,0;,
family rapidly increases reaching T = 355 K in
CaCu;Mn,0,, [6]. This process is accompanied by a

TThe text was submitted by the authorsin English.

change of the manganese valence state in the B position
from Mn* to Mn*. In Ca(Cu,sMn,s)Mn,0,,, a non-
collinear magnetic structure was established in neutron
scattering measurements [11, 12]. It was found that the
magnetic moments of Cu?* in the C position are ori-
ented antiparallel to the magnetic moments of Mn3*/4*
in the B position, while the magnetic moments of Mn3*
in the C position are tilted from this alignment. The
evolution of the physical properties within the
Ca(CuMn;_ )Mn,0O,, family with the increase of the
copper content is not fully investigated. In particular,
the mechanisms responsible for the formation of col-
linear or noncollinear magnetic structures are not clari-
fied yet. In thiswork, we report on a comparative study
of two isostructural compounds CaCuMngO;, and
CaCu,Mn;0;, whose properties, in asense, differ qual-
itatively.

In this study, the magnetization, the specific heat,
and the resistivity were investigated on ceramic sam-
ples of thetitle compounds. The samples were obtained
by aerosol spray pyrolysisof nitrate solutions with sub-
sequent annealing at 850°C for 48 hours. The magneti-
zation up to 5T in the temperature range 2-350 K was
measured by an MPM S Quantum Design magnetome-
ter. The magnetization in fields up to 50 T was mea-
sured in a pulsed field facility. The specific heat was
measured in a quasi-diabatic relaxation type Termis
calorimeter in the temperature range 5-273 K. The
resistivity was measured using a standard four-probe
method.

The temperature dependences of the magnetization
M in CaCuMngO,, (1) and CaCu,Mn:0,, (2) taken at
H=0.1T are shownin Fig. 1. Both curves present fer-

0021-3640/05/8210-0642$26.00 © 2005 Pleiades Publishing, Inc.
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Fig. 1. Temperature dependence of magnetization of
CaCuMngO45 (1) and CaCu,Mns045 (2), H=0.1T.

romagnetic-likeupturnsat T, = 190K and T, =295 K
for the former and latter compounds, respectively. Asis
shown for CaCuMngzO;,, a ZFCC hysteresis of mag-
netization is observed.

The field dependences of the magnetization in
CaCuMngO;, (1) and CaCu,Mn;0,, (2) measured at
T=5K inapulsed magnetic field are shown in Fig. 2.
These dependences differ qualitatively. In both com-
pounds, the magnetization rapidly increases in a weak
magnetic field reaching values of about 15 |z per for-
mula unit. However, for a further increase of the mag-
netic field, M, continuingly rises, while M, saturates.
M, saturates at about 45 T reaching a value of about
20 pg per formula unit.

The temperature dependences of the specific heat C
in CaCuMng0,, (1) and CaCu,Mn:O, (2) are shownin
Fig. 3. The C vs. T dependences are in good correspon-
dence with the M vs. T dependences. At T < T, C;
clearly exceeds C,, which indicates the dominance of
the magnetic specific heat  contribution in
CaCuMngOy,. At T > T, the opposite situation isreal -
ized; i.e., C, exceeds C;. In this temperature range, the
magnetic specific heat contribution exists only in
CaCu,Mn;0,,. The C/T vs. T? dependences shown in
the inset to Fig. 3 indicate that the specific heat of
CaCu,Mn;0;, includesthe e ectronic contribution Cy =
yT shown with ablack line unlike that of CaCuMngO;,.
The value of y = 0.164 Jmol K? was used to estimate
the charge carriers concentration, which amounts at low
temperatures to ~10'° cm3,

Most clearly, the difference in the physical proper-
ties of CaCuMngzO, (1) and CaCu,Mn;0,, (2) is seen
in the temperature dependences of resitivity shown in
Fig. 4. Whilethe p, vs. T dependenceis of the semicon-
ducting type, the p, vs. T dependence is of the metallic
type. The logp, vs. 1T dependence in CaCuMngO;,
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Fig. 2. Magnetization curves of CaCuMngO» (1) and
CaCu,MnsO;, (2) a T=5K.

shown in theinset to Fig. 4 indicates that the activation
energy for current carriers changesfrom60 meV at T >
Tc1t040meV at T < T;. The magnetic phase transition
at T, iswell pronounced in the p, vs. T dependence.
Note that the absolute values of resistivity of these
compounds differ by several orders of magnitude.

Thus, the comparison of CaCuMngO;, and
CaCu,Mn;0,, indicates that the compound with higher
copper content possesses a higher Curie temperature
and a lower saturation magnetization. Besides, these
two compounds differ in the type of conductivity that is
semiconducting in the former compound and metallic
in the latter compound.

To treat these observations, one has to consider the
exchange interactions between the various magnetic
ionsin the C and B positions and the magnetic interac-
tions within the B position. The simplest situation is
realized, evidently, in the parent compound of thisfam-
ily CaMn,0,,, which orders predominantly antiferro-
magnetically at Ty =49 K [14]. Taking into account the
rather low value of Ty, one can assume that the magne-
tism in this compound is suppressed by aweak overlap
of the magnetoactive orbitals of (Mn®*). and
(Mn3*/Mn*)g and by the competition of the superex-
change and double exchange interactions of
(Mn*/Mn*)g.

The substitution of (Mn3*) for (Cu?*). leads to a
rapid increase of aferromagnetic component in magne-
tization. Apparently, the strongest exchange interaction
in Ca(CuMn;_ )Mn,0,;,, which dominates the mag-
netic behavior in these compounds, is an antiferromag-
netic interaction between (Cu?*)c and (Mn*/Mn*)g
ions. This follows both from the existing experimental
data [11, 12] and from the ab initio calculations [10].
The explanation of the strength of this interaction fol-
lows directly from the crystal and electronic structure
in these systems. For the Cu?* ions in square coordina
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Fig. 3. Temperature dependence of specific heat in
CaCuMngO45 (1) and CaCu,Mns045 (2).

tion, the active hole orbital is the d,,_,. This orbital
has arather strong overlap with the p,, p, orbitals of the
O?% ions, which in turn overlap with the d,,, d,, orbitals
of t,q manifold of (Mn)g with the hopping matrix ele-
ment t,.. The angle (Cu)c—O—+Mn)g equal to the 109°
bond in CaCuMngO,;, and the 110° bond in
CaCu,Mn:0,, is not far from a 90° one. Thus, the
exchange path gives rather strong antiferromagnetic
coupling according to the Goodenough-Kanamori-
Andersonrules. Itisvery similar to 90° t,—€, exchange.

One can estimate J ~ thyotou /AXA + A+ Uy), where A
isthe charge-transfer energy from oxygen to Mn or Cu
(whichissmaller), and A' is the charge-transfer energy
to another ion (if A is O—Mn excitation, then A' is that
for O—Cu). All the other exchange processes between C
and B sites are smaller. In the compounds studied, one
should also discuss the e;—€, exchange (Cu)c—(Mn*)g
as well as the different contributions due to the pairs
(Mn*)c~(Mn3*/Mn*)g. It is difficult to calcul ate quan-
titatively these processes, since they depend on thetype
of e, occupation in (Mn®)g. Due to the almost square
coordination of (Mn®")., one can conclude that the
electron at the g,-levels of (Mn3*)c would occupy the
d,, orbital. In any case, such an analysis shows that
there are different contributions to the exchange
(Mn®)—(Mn3*/Mn*)g, which have atendency to can-
cel one another, so that the resulting exchange is diffi-
cult to predict, and one can expect it to be relatively
small.

There remains the exchange interactions between
(Mn*/Mn*)g. Again, in alocalized picture, one would
have different contributions (ty—tp5 tr;—€; €€y,
which, for the Mng—O-Mng angle of about 142°
(almost half-way between 180° and 90° exchange), are
difficult to establish. The comparison with the situation
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Fig. 4. Temperature dependence of resistivity of

CaCuM n6012 (1) and CaCuzMn5012 (2). The inset: the
resistivity of CaCuMngO,, in logarithmic scale versus
inverse temperature.

in ferromagnetic pyrochlore manganite such as
TI,Mn,0;, in which the Mn—-O-Mn angle is compara-
ble and all the Mn are Mn*, shows that even tyt,,
exchange for this geometry may be ferromagnetic, al
the more so for the g, contribution that would exist for
(Mn*")g~(Mn3%)g pairs. Thus, in general, we should
expect ferromagnetic interactions in the B sublattice,
evenin apicture of localized electrons. However, prob-
ably even more important isthe ferromagnetic coupling
within the B sublattice due to the double exchange
mechanism. Apparently, the systems considered are
either metallic or at least small gap semiconductors,
and their conductivity is definitely due to g;-€lectron
hopping through the (Mn)g sublattice. It should be
noted that the double exchange interaction may be not
the main mechanism of the ferro-, or rather ferrimag-
netic behavior of these systems as argued by Zeng [5],
it may even be antiferromagnetic. It is mainly the
(Cu?*) — (Mn)g antiferromagnetic super-exchange that
forces the spins of the (Mn)g ionsto be parallel.

Thus, the resulting picture is the following: in
Ca(CuMn;_)Mn,0,,, there exist a rather strong
(Cu?)—~(Mn)g antiferromagnetic exchange and sub-
stantial ferromagnetic (Mn®*/Mn*")g coupling. (Mn3*).
are coupled to (Mn®*/Mn*)g by much weaker interac-
tion, the sign of which is difficult to determine. This
treatment seems to be consistent with the main experi-
mental observations: the spins of the Cu sublattice are
aligned antiparallel to those of (Mn)g, and (Mn). may
be canted with respect to the total magnetization in
small fields [11, 12]. The latter can be easily rotated to
the direction parallel to the field and to total magnetiza-
tion (determined by the (Mn)g sublattice) in relatively
weak fields.

Apparently, in CaCu,Mns0,,, the saturation Mg =
15 pg/f.u. isreached already at low fields~ 1 T, so that
2005
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in this system either the spins of (Mn'). are oriented
parallel to the spins of (Mn)g from the very beginning
or at least may have extremely weak coupling and be
easy to rotate.

In CaCuMngO,,, the magnetization quickly reaches
the same value at low fields~ 1 T, after which it Slowly
approaches saturation of about 20 pg/f.u. Therefore,
one can expect the gradual rotation of (Mn®"). spinsin
this system: there are more of them, and one can
assume that their coupling to (Mn)g is somewhat stron-
ger. In any case, the magnetic field of about 45 T seems
to be sufficient to orient magnetic moments of both
types of Mn ferromagnetically but definitely not
enough to flip the Cu?* spin, which remains antiparallel
to the net magnetization. These considerations are con-
sistent with the results of the ab initio calculations,
where the antifer-romagnetic exchange (Cu?*)—
(Mn*)g was estimated to be 300 K [10].

In conclusion, it isfound that two isostructural com-
pounds of the AC;B,0,, family, namely, CaCuMnzO,,
and CaCu,Mn;0;,, possess drastically different ther-
modynamic and kinetic properties. The former com-
pound is a semiconductor with a basically noncollinear
magnetic structure, while the latter compound is a
metal with a presumably collinear magnetic structure.
The main role in the magnetism of Cu-substituted dou-
ble distorted manganites belongs to antiferromagnetic
exchange interaction between (Cu*). and
(Mn¥*/Mn*)g. This is because the magnetoactive g,
orbital of copper through oxygen p,, p, orbitals havethe
strongest overlap with the manifold of thet,, orbitals of
manganese. The low values of the coercive force in
these compounds provide rather high negative magne-
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toresistance in sponge ceramics due to the intergranul ar
tunneling in a wide temperature range.
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A qualitative analysis of spin-dependent tunneling in ferromagnetic metal—insulator—ferromagnetic metal
junctionsis performed using the WK B approximation and a parabolic band model. It is shown that, as distinct
from other tunneling characteristics, only electrons moving at large angles in the plane of the tunnel barrier
contribute to the magnetoresistance. The cause of the rapid decrease in the junction magnetoresi stance upon
applying a bias voltage across the junction is ascertained. It is shown that this causeis attributed to the mirror
character of tunneling and remains valid within the framework of more complicated models. © 2005 Pleiades

Publishing, Inc.
PACS numbers; 73.40.—, 75.70.—

1. INTRODUCTION

Magnetoresistive  properties in  ferromagnetic
metal— nsulator—ferromagnetic metal (FM——M) tun-
nel junctions were discovered as early as in 1975 [1];
however, intensive studies of them were initiated only
twenty yearslater, after atechnology was developed for
manufacturing such junctions that retained these prop-
erties at room temperature [2]. During the subsequent
decade, significant efforts were made to understand the
main processes responsible for the occurrence of the
junction magnetoresistance. The smple models [1, 3]
were superseded by sophisticated theoretical construc-
tions [4, 5]. However, in my opinion, in spite of the
achieved agreement between the theoretical and exper-
imental data, further advances in the area under study
are restrained by the absence of a qualitative model in
which the causes of the variation of the magnetoresis-
tance upon varying the potentia barrier parameters and
the drop in the potential barrier upon applying a bias
voltage across the tunnel junction are understood.

In this work, using the WKB approximation and a
parabolic band model, | sought to obtain the simplest
expression for the junction magnetoresistance based on
which the main phenomena that occur upon tunneling
between two ferromagnetic metals could be analyzed
qualitatively.

The applicability of the approximations selected for
studying spin-dependent tunneling was convincingly
proved in [6, 7], where junction magnetoresistance val-
ues close to those observed experimentally were
obtained at rather reasonable values of the barrier
parameters. The band structure parameters used in this

case for ferromagnetic iron electrodes were Ep =
2.25eV and m; = 1.27m for the spin-up band (sub-
script 1) and Ee, = 0.35 €V and m, = 1.36m for the

spin-down band (subscript 2) and were obtained from
first-principles calculations. For the sake of simplicity,
the effective electron massin theinsulating layer and in
both of the electrode bands in my model was set equal
to the free electron mass m.

2. JUNCTION MAGNETORESISTANCE
AT ZERO BIAS VOLTAGE

Consider that tunneling is elastic and has a mirror
character; that is, in the transition from the initial to
final electrode, an electron conserves its total energy
E and the transverse component of the quasi-momen-
tum k.

A remarkable feature of the model under consider-
ation is that, as distinct from the Julliere model [1], a
difference between the densities of states at the Fermi

level for the spin-up bands N; (Ef) and the spin-down

bands N, (Er) cannot give rise to the occurrence of the

tunnel magnetoresistance. Actually, according to Harri-
son[8], the current flowing through the potential barrier
@(2) from a nondegenerate band can be represented as

00

- _€ _
V) = 4T[2h:£dE(fL fA[dSPE K, V), ()

where Sisthe projection of the constant-energy surface
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E = const onto the plane of the barrier dS= d%;

0" 0
P(E k;, V) = expG+ J’JZm(cb(z, V) —E + E)0dz
0 O

isthe probability of electron tunneling through the bar-
rier inthe WK B approximation; f, and f; are the Fermi—
Dirac distribution functions of the left-hand and right-
hand electrodes, respectively; and zz and z_aretheturn-
ing points on different sides of the barrier. The above
equation contains no one-dimensional electron densities
of states N, (E,) O (0E/ok,)™ and Ng(E,) O (0E/dk,)™
associated with the motion along axis z perpendicular
to the plane of the tunnel barrier. The two-dimensional
densities of states N, (E;) and Ng(E), which appear in
Eq. (1) upon the change of variable from dSto dE;, also
cannot be responsible for the occurrence of magnetore-
sistance if only because these values in our model are
not only constant but also equal to each other. Actually,

1 0S

(2?0, @

N(E) =

where Sisthe area enclosed by the equipotential curve
E, = const. With a quadratic law of dispersion, dS =

It turns out that the occurrence of the junction mag-
netoresistance in the case under consideration is dueto
a difference between the Fermi radii ke and ke , asa

result of which the areas of summation over Sin Eq. (1)
at different orientations of the magnetization can signif-
icantly differ. Assuming that the temperature T = 0 in
Eq. (1) and differentiating this equation with respect to
the bias voltage V, it can be found that the differential
conductance of the tunneling junction a(V) = di/dV at
zero voltage takes the form

eZ
41t

In order to determine the area of integration in the pre-
sented equation, it is necessary to project the Fermi sur-
faces of theleft-hand and right-hand el ectrodes onto the
plane of the tunnel barrier and to find the overlap area
of these projections.

In the case of elastic tunneling, an electron passing
from theinitial to final electrode retains the orientation
of its spin. Thisfact leads to the existence of two inde-
pendent parallel tunneling channelsin tunnel junctions
formed by two ferromagnetic metals. It will be consid-
ered that an antiparallel configuration is accomplished
in the absence of afield in the junctions under study. In
this configuration, the magnetization vectors of the fer-
romagnetic electrodes are oppositely directed. Then,
when an electron that belongs to the spin-up band

o(0) =

- [dSP(Er,,, 0) 3)
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Fig. 1. (@) Overlap of the projections of Fermi surfaces onto
the plane of the tunnel junctioninl — 2and2 — 1
channels at the antiparallel configuration of the magnetiza-
tions of electrodes. (b) Overlap of projections of Fermi sur-
faces onto the plane of the tunnel junction in 1 — 1 and
2 — 2 channels at the parallel configuration. (c) Area of
the Fermi surface on which electrons that contribute to the
junction magnetoresistance IMR(0) at V(0) arelocated. The

ring determined by the radii kFl and sz is the projection
of this area onto the plane of the tunnel junction.

passes to the opposite side of the junction, it will find
itself in the spin-down band. This channel will be des-
ignated by indices 1 — 2, and its conductance will be
denoted as g,,(V). Along with this channel, at the anti-
paralel configuration, there isa 2 — 1 channel in
which an electron initially belonging to the band with a
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low Fermi energy Er and asmaller radius kg (spin-
down band) findsitself in the band with a higher Fermi
energy Er and alarger radius ke (spin-up band). Itis
seen in Fig. la that the overlap area of the constant-
energy surfacesE= E. and E= E isthesameinboth

cases: S, = Sy, = Tk, . Therefore, in the calculation of

the tunnél conductance o' = gy, + 05, SUMMation is
carried out over two circles of the small radius ke .

At the parallel configuration of the magnetizations,
which is accomplished in the magnetic field H > H,
(H.is the saturation field), electrons from the spin-up
band tunnel into the spin-up band (1 — 1 channel)
and electrons from the spin-down band find themselves
in the spin-down band (2 — 2 channel). The summa-
tion area in the calculation of the conductance o'' =

0,4 + 04, consists of the large (S, = nkﬁl) and small

(S, = Tkz,) circles (Fig. 1b). The difference between

thetunnel conductivitiesinthefield o' and outside the
field o' appears because the total summation area in
the former case is larger than in the latter by the ring

area Syng = Su— S = T[(kil - kiz) U Ee, —Eg,.In
other words, the unbalance of electrons responsible for
the occurrence of the junction magnetoresistance at
zero voltage arises because of the particleswhosetrans-
verse quasi-momentum components lie inside the ring
Ke, <k < ke, . Thisring and theregion of the Fermi sur-
face in which these electrons are located are shown in
Fig. 1c. Inthisfigure, it is seen that all these electrons
move in the plane of the barrier at an angle 8 > 6,,;,, =

arcsin(,/Eg /Eg) .

By definition,
(IMR) equals

the junction magnetoresistance

o' (V)=a" (V) _ 0u(V)=05(V)

MR(V) = a'' (V) 0(V) +0(V)

(4)

With the assumption that V = 0, Eq. (3) leadsto thefol-
lowing equation for the junction magnetoresistance at
zero voltage:

P(Er,, k;, 0)dS

(5-%2) . (5)
[ P(Ee, ki, 0)dS+ [ P(Er,k;,0)dS

(S) (S)

IMR(0) =

After the change of variables from dSto dE,, the equa-
tion for the junction magnetoresistance at zero voltage

KHACHATUROV

containing only one-dimensional integralsis obtained
Er, —E,
J’ P(E,, 0)dE,
IMR(0) = 0 . (6)

E
1 )

P(E, 0)dE, + [ P(E, O)dE,
/ l

In this case, it was taken into account that dE = 0 in the
summation over the Fermi surface and, hence, dE; =

dE,, fromwhich dS= dk O dE; = dE,. If it is assumed
that in Eq. (6) P(E, 0) = const, which is true for a
0-shaped potential barrier, the highest possible value
will be obtained MR yarier(0) = (Er, — E¢))/(Ef, +

Eg,). For the band parameters used in this paper,

IMR5 1 arier(0) = 76.5%. For comparison, note that, for
a barrier with a height of 3.5 €V and a thickness d =
10 A, this value is aimost three times lower and equals
25.6%.

The analysis carried out above leads to a nontrivial
conclusion emphasizing the singularity of the charac-
teristic under study. At zero voltage, the junction mag-
netoresistance differs from zero only because of the
contribution of electronswhose angle of incidence 8 on
the plane of the tunnel junction exceeds the minimum
value 6 > 6,;,. While the current—voltage characteristic
[(V), the differential tunnel conductance o(V) = di/dV,
and the higher derivatives d'l/dv" — V are formed
mainly because of electrons moving perpendicularly to
the plane of the tunnel junction, the junction magne-
toresistance is determined by electrons moving at large
angles to the plane of the barrier. It is these electrons
that are of main importance in studying JIMR. The con-
tribution from electrons normally incident on the plain
of the barrier is present only in the denominator of
Eqg. (5); that is, such electrons can affect the value of the
junction magnetoresistance but are not the cause of the
appearance of IMR.

3. JUNCTION MAGNETORESISTANCE
AT FINITE BIAS VOLTAGES

One of the characteristic features that distinguish
tunneling into ferromagnetic metals from tunneling
into common metalsisthat the Fermi energies of ferro-
magnetic electrodes are low and usualy are signifi-
cantly lower than the potential barrier height. The prop-
erties of tunnel junctions with low Fermi energies were
studied in detail in [9], where it was shown that, in the
case when the Fermi energy of the initial electrode
exceeds the Fermi energy of the final electrode, the
equation for the tunnel current somewhat differs from
the standard one [10] in that the lower limit of integra-
tion over the energy E, differs from zero. The point is
that, in this case, part of electrons possessing a large
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transverse component of the quasi-momentum k;, > kg

cannot satisfy the conditions of mirror tunneling. With
regard to the results obtained in [9], contributionsto the
tunnel current from various channels of FM—I-FM
junctions at zero temperature T = 0 can bewrittenin the
form

Er
Imn(V) =K J. (EFm_Ez)P(Em V)dEz
Er —eV
(")
EFm—eV
+eV .[ P(E, V)dE, |,
Lmn(V)

where K = 2renvh?, and P(E,, V) is the tunnel barrier
penetrability. The lower limit L,,(V) differs from zero
only for the 1 — 2 channel
0,
Lon(V) = ((Er,~Er,—eV) ®)
Ex ®(Eg, —Eg,—€eV), m<n,

mz=n

where ®(Eg,
tion.

Differentiating Eq. (6) with respect to the voltage V
gives equations for the differential conductivities of
various channels

— B¢, —eV) isthe step Heaviside func-

Er

m

oP
O-mn(V) =K I (EFm_Ez)a_VdEz

EFm—eV
Er —ev
re | ED(V)+V2—5%dEZ ©)
Lmn(v)

+ e2VP(Eminv V)Q(Emin)am—l, n|»

where Ei, = B¢, — B¢, —€V, and &, is the Kronecker
symbol. Substituting Eqg. (9) into Eqg. (4) gives
IMR(V)
E

min

J’ eBD(EZ, V) + VS—SEdEZ—eZVP(Emm, V)  (10)
0

q)(Emin)'

011(V) + 0(V)

Itisevident in Fig. 2 that the model under consider-
ation correctly describes the drop in the magnetoresis-
tance observed experimentally with increasing voltage
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JIMR

V (V)

Fig. 2. Junction magnetoresistance vs. the bias voltage
across the junction for the barrier parameters (solid line)
¢ =35eV,d=10A; (dotted line)  =3.5eV,d =12 A; and
(dashed line) ¢ =2.5eV,d=12A.

across the junction. Moreover, the calculated curves
exhibit anegative region in which, after attaining mini-
mum val ues, these curvesincrease gradually, approach-
ing zero, and reach zero stepwise at the bias voltage

eVo= Eg, — Eg,. The presented curves demonstrate
that increasing the height and decreasing the thickness
of the barrier not only result in an increase in the abso-
lute values of the magnetoresistance at pointsV =0 and
V =V, but also make its drop more flattened. In other
words, with a &-shaped barrier, both the value and the
behavior of the magnetoresistance are optimal. In this
case, the probability of tunneling P(E,, V) in Eq. (9) can
be considered to be constant and the dependence of the
magnetoresistance on the voltage is transformed into a
straight line

M Ré—barrier(v)
EF1 - EFZ - ZeV

Ee, + B,
which intersects the abscissa axis at the point Vy/2 and
attains the maximum absol ute values [IMR| o = (Eg, —
Ee,)/(Ee, + Eg,) a the boundaries of the interval
(O, Vy).

While the electrons responsible for the appearance
of IMR(0) at zero voltages lie on an area of the Fermi
surface (Fig. 1c), such electrons at finite voltages are
arranged inside the region formed by the constant-

energy surfaces E = Ex and E = Er - €V and two

) (11)

CD(EFl - E':2 - eV)1
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Fig. 3. Spherical layer in the reciprocal space of the spin-up
band determined by the inequalities EFl -eV<Ec< EFl
and 0 < E, < Ex — Ep —eVisthe IMR(V) formation

region. Only electrons whose states are located inside the
presented region contribute to the junction tunnel resis-
tance.

planesE,=0and E, = B — E¢, —€V. Thisregion will
be called the IMR(V) formation region (Fig. 3). It is
because of the contribution o,z(V) introduced by the
electrons of thisregion to the conductance of the1 —» 1
channel that the difference between o;(V) and 6,5(V)
standing in the numerator of Eq. (4) differsfrom zero

Oymr(V)

MRO)= 52 + 0wy

(12)

Thetunneling current created by electronslyingina
certain region of the reciprocal space can be repre-
sented as an integral over this space whose integrand is
aproduct of the particle flux density from an infinitely
small volume d®k by the tunneling probability. Because
the latter value is constant for a d-shaped barrier, the
current inthis caseissimply proportional to the particle
flux density W(V) and ox(V) O 0W/OV. Therefore, the
cause for the decrease in the junction magnetoresis-
tance with increasing bias voltage across the junction is
attributed to the topology of the JIMR(V) formation
region. Note that the volume of this region Q variesin
a nonmonotonic way Q\V) =
(~/2m)%V [Er, —E¢,— eV /%3, because there are two
factors affecting Q: the first factor leading to an
increase is associated with an increase in the cross sec-
tion of the region under consideration with the plane
k,= 0, and the second one decreasing Q is due to a
reduction of the distance between the planesk, = 0 and
k,= ./2m(Eg, —Eg, —eV) /4. The flux density W(V) of
the electrons lying in the IMR(V) formation region also
varies in a nonmonotonic way with increasing V. It can
be easily found, because the section of the IMR region
with the plane k, = const is aring whose area 2rme\V/A2
is independent of the place of the section. Taking into

KHACHATUROV

account that the number of electron states on this ring
is proportional to eV/(2m)?, one finds that

Er,—Er,—eV
wio J’
0

The above analysis indicates that, in the case under
study, the IMR region is organized in such a way that
the flux created by the particles lying inside the region
varies according to a quadratic law, increasing at €V <
(Er, — Eg,)/2 and decreasing at eV > (B¢, — Eg,))/2.
Because of this, the conductance o,;,x(V) and, hence,
the quantity under study IMR; i iN the entire range

of voltages [0, B¢ — Eg,] decreases by the linear law
IMRs parie(V) 0 Ogur 0 OWIOV O Ep — E —€V.

The cause by which the behavior of the curvesin
Fig. 2 differs from the linear law given by Eq. (11) is
associated with the fact that the tunneling probability
for potential barriers with finite parameters increases
exponentially. At low bias voltages V, this growth is
small; however, it startsto play adominant role at large
voltages: the conductance o, endsits decrease due to
a decrease in the derivative of the flux density dW/OV
and, along with the value under study, starts to grow.

eVk,dk, U eV(Eg, — Eg,—¢€V).

CONCLUSIONS AND SUMMARY

Up to the present day, the Julliere model [1] has
been the only qualitative model of spin-dependent tun-
neling in FM—I-FM tunnel junctions. A difference
between the electron densities of states at the level of
Fermi bands with different orientations of spins serves
as the cause for the appearance of the junction tunnel
resistance in this model. The Julliere model gives the
values of the junction magnetoresistance that agree by
the order of magnitude with the values measured exper-
imentally. However, this model cannot explain the drop
observed experimentally in the IMR with increasing
biasvoltage acrossthe junction. Thisdrop was asubject
of detailed investigations in many theoretical and
experimental works [3]; however, in spite of consider-
able efforts spent in this direction, no common opinion
on this issue has been elaborated so far.

The main advantage of the model considered in this
work isthat it is quasi-three-dimensional, while the Jul-
lieremodel, aswell as an overwhelming majority of the
other works devoted to this issue, is essentialy one-
dimensional. Because of this, the proposed model con-
tains an additional cause for the occurrence of the junc-
tion tunnel magnetoresi stance that has not been consid-
ered previoudly. This causeis due to the mirror charac-
ter of the tunneling and is an inherent property of the
tunnel structures under study. It turns out that, because
of features of the band structure of ferromagnetic met-
als, the number of electrons participating in tunneling
in FM—I—FM junctions at the paralel polarization
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always exceeds the corresponding number at the anti-
paralel polarization. These electrons are located in a
certain region of the reciprocal space that is organized
in such a way that the derivative of their flux density
0W/0V decreases linearly with increasing voltage V. It
is this circumstance that is a qualitative cause for the
drop of IMR at small bias voltages, where the change
in the barrier penetrability is small and it may be con-
sidered that the quantity under study JMR OO oW/oV.
The subsequent growth of the junction magnetoresis-
tance is related to the fact that the exponentially grow-
ing penetrability of the tunnel barrier starts to play a
dominant rolein its behavior as V increases.

In conclusion, the effect of the approximation used
in thiswork on the obtained results will be discussed.

Aswas shown in many works, the use of more com-
plicated models than WKB leads to a dispersion of the
tunnel barrier penetrability P(E,, E;, V) at which elec-
trons with nonzero values of k; possess a larger proba-
bility than electrons with small transverse momenta
(see, for example, [5, 11]). This fact can only improve
the workability of the proposed approach. While the
necessary twenty or thirty percent of the IMR(0) value
is attained in the WK B approximation only at high and

thin barriers and chiefly at a small value of E , these

restrictions are removed at the dispersion indicated
above.

The rejection of the parabolic band model will lead
to the fact that the IMR formation region depicted in
Fig. 3 will have a more complicated shape. However,
the very fact of its existence is due to the mirror charac-
ter of tunneling and is independent of the approxima
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tions used. Therefore, there is every reason to believe
that the variation rate of its volume will also determine
the form of the dependence of JMR on V in the cases
when the dispersion law differs from a parabolic one.

I am graeful to M.A. Beogolovskii,
Yu.V. Medvedev, and V.M. Svistunov for useful com-
ments and discussion of the results of this work.
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Thermally activated negative photoconductivity is observed in p-GaAs/Al sGay sAS:Be heterostructures under
illumination with red light at temperatures below 6 K. As the temperature decreases, the concentration and
mobility of 2D holesin the quantum well drop sharply, particularly under uniaxial compression. The phenom-
enon is quantitatively described under the assumption that alayer of deep donor-like traps with alow thermal
activation barrier Eg = 3.0 £ 0.5 meV exists at a distance of about 7 nm from the heterojunction and that this
barrier does not change with strain. Presumably, the traps may be the p-type dopant Be atoms diffusing from
the active layer and occupying interstitial positions. © 2005 Pleiades Publishing, Inc.

PACS numbers; 73.40.Hb

Negative photoconductivity may occur in various
heterostructures, including GaAs/Al,Ga, _,As with
both p- [1, 2] and n-type[3] conductivities and different
layer configurations, at various temperatures (from
liquid helium to room temperature) under illumination
with various wavelengths. Unlike the much-inves-
tigated positive delayed photoconductivity in
n-GaAsAl,Ga, _,As.Si with deep DX centers [4], the
negative photoconductivity was given no unique inter-
pretation: in some cases, it was attributed to the spatial
separation of electron—hole pairs under illumination [5]
while, in other cases, to the presence of deep donor cen-
ters [1]. Presumably, the nature of this phenomenon
may be different depending on the specific situation.

This paper reports on the observation of athermally
activated negative photoconductivity (TANP) in p-
GaAg/Al,:Ga, sAs.Be heterostructures at temperatures
below 6 K. The TANP dramatically increases under
uniaxial compression: under a pressure of P = 4.4 kbar,
the resistivity of the samples becomes 200 times as
great asthe dark resistivity at P = 0 at the same temper-
ature of 1.5 K. The rather low temperature of the tran-
sition to the TANP state and the sharp increasein resis-
tivity attract particular interest in studying the unusual
behavior of the system.

We investigated the transport characteristics of 2D
holes in the quantum wel (QW) a the
p-GaAs/Al,sGa,sAs:Be heterojunction, namely, their
resistivity, concentration, and mobility, both in the dark
and under illumination with a red light-emitting diode
(LED), in the temperature range from 1.5 to 20 K. To

study the effect of an additional perturbation on the 2D
holesin the QW, we applied uniaxial compression up to
4.4 Kbar.

A single p-GaAgAlysGaysAs.Be heterostructure
was grown at the University of Copenhagen from
molecular-beam epitaxy on a GaAs substrate in the
[001] direction with the following layer sequence: a
0.7-um buffer layer, a 48-nm undoped Al,:Ga,sAs
spacer, a40-nm active layer of Be-doped (1 x 10%* m)
AlysGaysASs, and a 10-nm capping layer of Be-doped
(1 x 10 m=3) GaAs. Samples with the dimensions of
0.5 x 0.8 x 3.0 mm were split off from adisk along the
[110] direction, and a mesa in the Hall configuration
along the[1-10] direction was etched in the central part
of every sample. At the temperature T = 1.5 K, the 2D
hole concentration in the dark was p = 3.1 x 10> m,
and their mobility was 4 = 7.0 m%(V s). The uniaxia
compression up to P = 4.4 kbar was applied along the
[110] direction by the method described in [6]. For illu-
minating the samples, we used ared LED with the char-
acteristic photon energy hv = 1.96 €V. Illumination
with far-red (hv = 1.65 eV) and infrared light (hv =
1.35eV) did not lead to the appearance of negative pho-
toconductivity.

At atemperature of 1.5 K, when the sampleisillu-
minated with thered LED, its conductivity p,, increases
several timesand then remains constant. However, after
the diode is turned off, the resistivity slowly relaxes to
the dark resistivity value. The photoresistivity exhibits
a thermal-activation behavior, which becomes much
more pronounced under uniaxial deformation (Fig. 1).
The temperature dependence of the dark resistivity

0021-3640/05/8210-0652$26.00 © 2005 Pleiades Publishing, Inc.
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Fig. 1. Temperature dependences of (1) resistivity in the
dark at P = 0 and (2-7) under illumination at P = (2) O,
(3) 1.7, (4) 2.9, (5) 3.8, (6) 4.2, and (7) 4.4 kbar. The insets
show the dependences for P = (a) 0 and (b) 2.1 kbar (open
circles) in the dark and (closed circles) under illumination.

(curve 1 in Fig. 1, insets (@) and (b)) is of a metallic
character. As one can see from Fig. 1 (insets (a) and
(b)), the difference between the dark and illuminated
states vanishes at T = 6 K, and the p,(T) dependences
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obtained for the illuminated and dark states coincide
both under pressureand at P = 0.

The hole concentration p in the QW and its temper-
ature dependence p(T) were measured by the Hall
effect and verified by the Shubnikov—de Haas oscilla-
tions and the quantum Hall effect. The numerical values
of concentration that were calculated for the dark and
metastable TANP states from the Hall effect and the
guantum effects coincide within the experimental error
of 2-3%. This confirmsthat the measured Hall concen-
tration p is only associated with 2D holes in the QW.
Figure 2a shows the temperature dependences of con-
centration, p(T), obtained in theilluminated state under
different pressures. These dependences exhibit the fol-
lowing characteristic features: (i) the p(T) dependence
is much weaker than the p,(T) dependence; (ii) asin
the case of p,(T), the difference between the concentra-
tionsin the dark and under illumination vanishesat T =
6 K, except for the dlight positive photoconductivity in
the GaAs layer; (iii) the shape of the p(T) dependence
is the same for different pressures; and (iv) p(T) evi-
dently tends to saturation at the lowest temperatures,
and the difference between the dark concentration and
the saturation concentration is the same for different
pressures. Under uniaxial compression, the concentra
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Fig. 2. Temperature dependences of the (a) concentration and (b) mobility of 2D holes as measured (open points) in the dark and
(closed points) under illumination for various uniaxial compressions. The solid linesin panel (a) are numerical fits. In panel (b), the
dashed line shows the calculation for the dark state at P = O; the solid and dotted linesrefer to the calculationsfor P = 0 and 3.4 kbar,

respectively.
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Fig. 3. (a) Band structure at the p-GaAs/Al sGag sAS.Be heterojunction and (inset) a schematic representation of the thermal acti-

vation barrier that illustrate the TANP effect: nonequilibrium electrons above the Fermi level are shown by hatching, HH1 is the
hole subband of the ground state, and DDT are deep donor-like traps. (b) Dependences F(L/T) for the determination of the thermal

activation barrier Eg.

tion of 2D holesin the QW decreases approximately as
dp/dP = 0.2 x 10'® m~/kbar for both illuminated and
dark states. From Fig. 2a, one can see that the tempera-
ture dependence of 2D hole concentrationinthedark is
virtually absent, which is typical of GaAg/Al,.Ga, _,AS
in this temperature region.

Theresistivity p = L/epu and the Hall coefficient R =
1/pe (1 isthe Hall mobility and eisthe electron charge)
were measured with the same temperature and pres-
sure, which alowed us to caculate the mean Hall
mobility p. Its temperature dependences for P = 0 and
for a uniaxial compression of 3.4 kbar are shown in
Fig. 2b. Under illumination, the feature of the p(T)
dependence is a maximum at T = 6 K, which corre-
sponds to the transition to the TANP state, and a sharp
drop in mobility at T < 6 K, whereas in the dark, the
mobility of 2D holes monotonically increases.

Asisseenin Fig. 2a, the combined effect of illumi-
nation and pressure leads to rather small hole concen-
trations (p = 4.0 x 10** m). For such concentrations,
in similar p-type GaAgAlGa _,As structures
(although at temperatures below 1.5 K), a metal—insu-
lator transition due to the appearance of a strong elec-
tron—electron interaction was observed (see, e.g., [7]).
Therefore, despite the relatively high temperature T >
1.5 K of our measurements, it is necessary to analyze
the results in terms of the temperature dependence of

conductivity o at aconstant 2D carrier concentration p
inthe QW, asit wasdonein [7], where the transition to
the dielectric state was revealed. The series of depen-
dences o(p) at T = congt, which are easily obtained
from the data of Figs. 1 and 2a, shows a meta-type
growth of conductivity with decreasing temperature for
afixed 2D hole concentration in the QW for the whole
range of measured concentrations p from 3.2 x 10> m
to 4 x 10 m=. In [7], where the measurements were
performed in the temperature interval 1.6-0.26 K, a
similar behavior was observed above the critical con-
centration of the metal-insulator transition px = 5 %

10%* m. The fact that the temperature dependences of
resistivity shown in Fig. 1 cannot be described by an
exponential function also testifies against the presence
of the metal—insulator transition.

Thermal activation regionsin the dependences p(T)
and n(T) were also observed earlier in studying the phe-
nomenon of delayed photoconductivity  of
n-GaAs/AlGaAs. S heterostructures with deep DX
centers [9]: they occurred in the temperature region
where KT was comparableto the energy barrier between
the ground state and the excited state of a DX center.
Therefore, in the subsequent analysis of our results, itis
reasonable to wuse the assumption [1] that
p-GaAg/Al,sGa, sAs:Be contains deep donor-like traps
(Fig. 39).
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Thered radiation with hv = 1.96 eV, which was used
in our experiments, cannot lead to direct electron tran-
sitions from the val ence band to the conduction band in
p-GaAgAl:GaysAswith theband gap E; = 2.1 €V a
liquid helium temperatures. However, because of the
band discontinuity at the heterojunction, which may
reach 0.25 eV at the valence band top, such transitions
are possible from the aforementioned deep traps
(Fig. 33). Lying near the heterojunction slightly below

the equilibrium Fermi level Eﬂ , these traps are neutral

before the illumination isturned on. Under the effect of
light, electrons are excited to the conduction band and,
under the effect of the electric field at the heterojunc-
tion, fall into the QW, where they recombine with 2D
holes. This leads to a decrease in their concentration
(which was observed in the experiment) and, hence, to

a nonequilibrium Fermi energy EE (Fig. 38). Theion-
ized states of deep donor-like trapsin the spacer can be
considered as holes that tunnel back into the QW when

the light is turned off and, thus, take part in the relax-
ation process observed in the experiment.

To take into account the thermal activation effects,
we follow the theory of deep donor centers and intro-
duce a barrier between the ground state of a deep trap
D, and the excited state D, due to the illumination
(Fig. 34). Only after anonequilibrium electron existing
to the right of the barrier (Fig. 3a) is trapped by the
excited state D, near the heterojunction will the initial
state D, be restored. For this purpose, the electron
should overcome the effective barrier E; = Eg — A,
whose value varies depending on the hole concentra-
tion in the QW (see Fig. 3a). For the metastable illumi-
nated state, the detailed balance principle can be repre-
sented in the form

g(Np,—n*) = n*/t, D

where g is the optical generation rate, Np, is the two-

dimensional concentration of deep traps, T isthetime of
trapping of nonequilibrium electrons at the D, level,
and n* = p, — p determines the number of excited cen-
tersand is equal to the concentration of nonequilibrium
electrons behind the barrier (py is the initial 2D hole
concentration in the dark). The barrier Eg is measured

with respect to the Fermi level EY, and the Fermi

energy EE is calculated from the concentration of
lighter 2D holesin the spin-split subband [9] in the par-
abolic approximation.

In the approach devel oped for analyzing the kinetic
phenomenain materialswith DX centers, the time con-
stant characterizing the multiphoton capture of non-
equilibrium electronsis expressed as [4]

T:L (2)

oV n*’
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where 0 = 0,,exp(—Eg/KT) describes the capture cross
section at finite temperature and v, is the velocity of

nonequilibrium electrons. In our case, v, = VE = Ap??

(A=const and v isthe Fermi velocity of holesin the
QW). For our calculations, instead of Eg, we should use
the effective barrier E; = E;z — A, where A representsthe

variation of Ef! from E2 (Fig. 3a); in the isotropic par-
abolic approximation, A = Bn* (B is a constant involv-
ing the effective hole masses from [9]). As aresult, the
dynamic equilibrium condition given by Eq. (1) can be
reduced to the form

1/2

Bl (g

* i *2
C(NDO—n ) =n p kT |:|l

exp E—

where C = g/o,A = const. The estimate N, = 1.9 x

10% m2 is obtained from Fig. 2a if the dependences
p(T) exhibit saturation tending to p = py; at the lowest

temperature, this means that all of the states N, are

excited and their number is equal to Np = n* = py —

P It should be noted that this value isthe same for al
of the pressure values given in Fig. 2a. Taking the log-
arithm of Eq. (3), grouping the terms, and substituting
A = Bn*, we obtain the expression

0,— M)y Bn* _
p1/2 O kT

where the function f(n*, T) is calculated from experi-
mental data. Plotting its dependence on /T (Fig. 3b),
we determine the barrier height from its slope: Eg =
3.0+ 0.5 eV. Within the aforementioned error, this
value is the same for all pressure values indicated in
Fig. 2a

A numerical fitting of Eq. (3) to the experimental
dependence p(T) (the solid linesin Fig. 2a) with the use
of two fitting parameters C and Eg shows that the best
result is achieved for E; = 6 meV. Thisvalue also isthe
same for al of the pressure valuesindicated in Fig. 2a.
The relatively low sensitivity of the fitting curves in
Fig. 2ato the value of the parameter E testifiesin favor
of the first method of its determination, although the
results obtained with the two methods are in satisfac-
tory agreement. The small height of the thermal activa-
tion barrier accounts for the fact that the TANP is only
observable at liquid helium temperatures.

Another transport characteristic that determines the
TANP effect is the mobility (Fig. 2b), which strongly
decreases at temperatures below 6 K, especially under
uniaxial compression. If the concentration and the
effective mass of 2D holesin the QW are known for all
temperatures within the interval under study, we can
numerically estimate the contribution of different scat-
tering mechanisms to the mean mobility p that was

f(n*,T)= IngN

n*?

Eg
-InC- 2, (4
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determined experimentally. According to the Mattisen
rule, we have

©®)

Hei  Ha

where g, Kg, Ma, Mrs @Nd Hpe are associated with the
scattering by remoteimpurities (RI), background impu-
rity (Bl), acoustic phonons (A), and roughness of the
heterojunction (RS), respectively, and with the piezo-
electric scattering (PE). In our calculations, we used the
approximations and formulas from [10], which were
derived for a 2D electron gas at low temperatures; the
value of pgswas calculated according to [11]. It should
be noted that, in the TANP state, an additional term
appears on the right-hand side of Eq. (5): Yppt This
term is associated with the scattering by positively
charged deep ionized donor-like traps, which occur
behind the barrier. Therefore, the value of L/pppriscal-
culated in the same way as the value of 1/pig,.

Theenergy spectrum of 2D holesin atriangular QW
at the heterojunction in p-GaAs/AlGaAs is nonpara-
bolic, and, in the samples under study with the total 2D
hole concentration p = 3.1 x 10% m, is determined by
two groups of carriersin the spin-split subbands S, and

S, with effective masses mg and mf . The values of

these masses and their dependence on the total 2D hole
concentration in the QW were determined according to
[9]. Hence, the Mattisen rule was applied to each of the
groups of holes separately, and, in the mean mobility p

determined experimentally, the hole mobilities in the
two subbands were distinguished:

_ PoMot Paty
Pot+ P1
where the total hole concentration in the two subbands
iISP=pPo+ Py Ho=T/Mg , Wy =T/m7 , and T isthe relax-
ation time associated with the specific scattering mech-

anismin Eq. (5). In determining the individual concen-
trations p, and p, in the subbands, we had to use the par-

abolic approximation py/p, = mg /mi in spite of the
nonparabolic dispersion law of the valence band.

The numerical calculation of the contributions of
different scattering mechanisms to the inverse mobility
was carried out for the dark and illuminated states at
P =0and under uniaxial compressioninthewholetem-
perature range under study. The calculations demon-
strate the significance of the contributions from all of
the scattering mechanisms to the mean mohility; they
show a good agreement with experimental data
(Fig. 2b) and suggest the following conclusions:

(i) In the dark, the monotone increase in the scatter-
ing by acoustic phonons with temperature at virtually
invariable other mechanisms in the low-temperature
region leads to a common monotone dependence i(T)
in Fig. 2b (the dashed line).

(ii) Under illumination, the superposition of two
main scattering mechanisms, 1/u, and 1/4ppr, with dif-
ferent temperature dependences (Figs. 4aand 4b) leads
to the formation of a characteristic maximum in the
dependence u(T) (Fig. 2b). The inflection with a small

H (6)
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additional minimum observed at 4 K in the dependence
corresponding to P = 0 under illumination is caused by
the effect of other scattering mechanisms (Fig. 4c),
which are characterized by finite values and different
temperature dependences in this temperature region.

(i) Under illumination, the scattering by deep ion-
ized traps predominates below 6 K (Figs. 4a and 4b)
and strongly increases under uniaxial compression
(Figs. 4c and 4d). The physical reason for the growth of
1/u with increasing pressure and decreasing tempera:
ture is directly related to the decrease in the 2D hole
concentration in the QW and, hence, the screening of
positively charged states. At temperatures T > 6 K, in
the absence of TANP, the mobility under uniaxial com-
pression is determined by the considerable change in
the anisotropy of the energy spectrum of p-
GaAdAlysGaysAs [12], which was ignored in the
numerical calculations.

Evidently, the number of excited deep traps D* =
py— P, aswell as their positions and distribution in the
spacer, determine the quantity 1/pypr- We considered
different types of the distribution of ionized traps from
the activelayer to the spacer, and the distance of the dis-
tribution front from the heterojunction served as the fit-
ting parameter. All of the calculated dependences
shown in Figs. 2b and 4 refer to a rectangular distribu-
tion of theionized states of deep trapsin the spacer with
the edges of the distribution lying at a distance of 7—
48 nm from the heterojunction. This distribution may
only serve as an estimator.

Since, according to calculations, the distribution of
the deep traps begins not from the heterojunction but
from the active layer, we can expect that the traps arise
asaresult of thewell-known diffusion of p-type dopant
Be atoms from the active layer. This assumption is sup-
ported by [13], where, in Be-doped Al,Ga, _,As, the
presence of deep levels associated with interstitial Be
was revealed. In addition, the spectroscopy of deep lev-
elsin p-AlysGa, sAswith p-type Be impurity [14] indi-
cated a series of deep traps with hole emission activa-
tion energiesof 0.14, 0.4, and 0.46 eV. One of theseval-
ues, namely, 0.14 eV, is suitable for describing the deep
donor-like traps revealed in our experiments.

Summarizing the results, we formulate the follow-
ing conclusions. In p-GaAgAl,sGa,sAs with p-type
Beimpurity in the active layer, under illumination with
ared LED, we observed athermally activated negative
photoconductivity. The effect appears at anomalously
low temperatures T < 6 K and isaccompanied by adras-
tic decrease in both concentration and mobility of 2D

JETP LETTERS Vol. 82 No.10 2005
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holes in the QW. The decrease in concentration can be
guantitatively described by the model with deep donor-
like trapslying near the heterojunction below the Fermi
level if we introduce the barrier E; = 3.0 £ 0.5 meV
between the ground state of the traps and the state
excited by the illumination. Numerical calculations
show that the decrease in mobility at T <6 K isrelated
to the scattering by positively charged excited deep
states. The number of such states increases as the tem-
perature decreases, and, to a first approximation, they
occur in the spacer at a distance of 7-48 nm from the
heterojunction. Presumably, these states may be repre-
sented by Be interstitial atoms diffusing into the spacer
from the active layer.
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for Basic Research (project no. 04-02-16861) and by
the Council of the President of the Russian Federation
for Support of Young Scientists and Leading Scientific
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It is shown that the harmonic librations (oscillations) of the principal axis of the electric field gradient tensor in
“cages’ of liquids, glasses, ferroliquids, and other “soft” systems qualitatively change the shape of the Méss-
bauer spectra of the quadrupole hyperfine structure. In addition to an effective decrease in the quadrupol e cou-
pling constant in the fast-libration limit, nuclear quadrupole resonance is predicted, which must be manifested
in the Mdssbauer spectra at the libration frequency that is approximately equal to the quadrupole splitting of
spectral lines. By analogy with nuclear magnetic resonance, simple analytical expressions are derived, which
describe resonance Mdssbauer spectrain terms of the effective quadrupol e coupling constant and the resonance
splitting constant for the main lines. The observed features of the formation of quadrupole hyperfine structure
spectra can be manifested in the M dssbauer spectra of soft matter and must be taken into account in analysis of

experimental data. © 2005 Pleiades Publishing, Inc.

PACS numbers; 33.45.+x, 6143, 76.80.+y, 78.30.Cp

Normal liquids or glasses can be treated as ensem-
bles of small particles (molecules) that are in constant
intense motion due to which they collide with neigh-
boring particles. On average, collisions lead to the
reversal of the trgjectories of particles so that they
effectively movein a“cage’ formed by the neighboring
particles with a certain characteristic time 1,. Such a
process is called librations. Particles can sometimes
change positions and begin to oscillate in new cages.
Such astructural relaxation or diffusive motion is char-
acterized by itsmean timeT,. It isusually supposed that
these two types of motions have comparable character-
istic times and the particles undergo continuous diffu-
sion.

However, for low temperatures, it is expected that
T, > T, and, at least in ashort time, each particle under-
goes amost harmonic oscillations around the principal
axis of the anisotropic tensor of inertia of a molecule.
Such a model of harmonic librations is widely used
when analyzing the spectra of nuclear quadrupol e reso-
nance (NQR), and it has long been known that libra-
tions mainly determine the temperature dependence of
the frequency of NQR [1]. Recently, such a model was
successfully applied to describe inelastic neutron scat-
tering in supercooled water [2]. We note that the time
scale of harmonic librations is specified by the angular
frequency of the free rotation of molecules, which is
determined by the principal values of the tensor of iner-
tia and characteristic collision time, so that the ampli-
tude of harmonic librations can generaly be arbitrary.

On the basis of the above grounds, we are going to
consider amode! of librationsin soft matter in the form

of harmonic oscillations around one of the principa
axes of the anisotropic tensor of inertia and to derive
equations for describing M 6ssbauer spectrain the pres-
ence of quadrupole hyperfine interaction characteristic
of liquids[3]. We will consider only axisymmetric qua-
drupole hyperfine interaction for M1 transitions
between excited (€) and ground (g) nuclear states with
thespinsl,=3/2 — |,=1/2, aswell asthe chactic dis-
tribution of the orientations of the molecular axes and
an unpolarized source of gamma radiation.

We assume that the principal axis Z of the electric
field gradient tensor on a nucleus composes a certain
angle 6 with the easy libration axis z (Fig. 1). In this
case, the harmonic librations of the moleculelead to the
periodic reorientation of the principal axis of the elec-
tric field gradient tensor with the harmonic variation in
the azimuth angle

@(t) = @sin(Qt+4), )

X

Fig. 1. Model of molecular librations with the oscillating
principal axis of the electric field gradient tensor.
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where @, Q, and A are the amplitude, frequency, and
phase of the librations.

Taking the z axis as the quantization axis, one can
represent the Hamiltonian of the axisymmetric quadru-
pole hyperfine interaction in the form
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is the guadrupole coupling constant, Q is the quadru-
pole moment of the nucleus, V,, isthe principal value
of the electric field gradient tensor, and the Z' axis
periodically changes its direction according to
Eq. (1). For quadrupole hyperfine interaction (2), the
ground nuclear state with the spin | ; = 1/2 appears to

~ ~2 1
H(t) = Q[H(t) -3+ 1)} (28)  be degenerate and, correspondingly, Hamiltonian (2)
h in the molecular coordinate system can be repre-
where sented in the matrix form only for an excited nuclear
q= 3eQVy, (2b) state in the basis of the z projections of the nuclear
2121 -1) spin I, = 3/2:

E 1+ 3c0s28 2./3sin20€®  /3(1-cos28)e”? 0 E

R Il . —i @ _ _ 2ip []
A = 99 2./3sin26e | (1 + 3c0s26) 0 J3(1 cosZG)g o 3)

E J3(1 - cos20)e™'? 0 —(1+3cos20)  -2./3sin20€? E

O 0 J3(1-cos20)e?® —2./3sin20e™? 1+3cos20 O
where @ = (t). is the evolution operator for the excited nuclear state.

In order to derive formulas for calculating the
absorption spectrain this model, one can use the results
obtained in [4-6], where the theory of M Gssbauer spec-
tra was developed for the case of the hyperfine mag-
netic field H,(t) that acts on the nucleus and periodi-
cally varies along an arbitrary time trajectory. Thisthe-
ory was used to calculate the absorption spectra of
nanostructured magnetic alloys under the action of an
external rf field.

Theform of Egs. (24) and (25) in[5] showsthat they
can be used to describe the M dssbauer absorption spec-
trafor an arbitrarily hyperfine interaction that periodi-
cally variesin time along an arbitrarily determined tra-
jectory. In the case of axisymmetric quadrupole hyper-
fineinteraction (2) with allowance for the degeneration
of the ground state of the nucleus, a chaotic distribution
of the orientations of the molecular axes, and an unpo-
larized gamma-radiation source, the expression for the
absorption spectrum acquires the simpler form

T

_ Ool o
0(0) = o rnyefd
0
T, . (4)
x J’Tra e)_('?['wft(;%)] G(to, tyct,
4 O —exp(iwT))G "(to, to+ T)) O

where T, = 21/Q is the period of librations, 1 is the
identity matrix, and

t
.o . O, o~ 0
G t) = TexprH J'dt'H( ()0 (5)
04 0
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Using Egs. (3)—«(5), one can calculate a Md&sshauer
spectrum for the arbitrary model parameters q, 6, @,
and Q. Details of the optimization of the corresponding
procedure of calculation by Egs. (4) and (5) can be
foundin [6].

Static

do=0.1

/4

/4

Bjzess
SRRECES

20 0 20

1 1 L 1 1 |
20 0 20
o/l

Fig. 2. Mossbauer absorption spectra in the case of the
librations of the principal axis of the electric field gradient
tensor in the plane 8 = 90° for various amplitudes ¢ (left
part) in the limit of fast librations (Q > q) and (right part)
at the frequency Q = 2q. Here and below, q = 10T 5 and the
dashed line shows the position of one of the lines of the
static quadrupole doubl et.
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Figure 2 shows the most typical Mdssbauer spectra
for the orientation of the principal axis of the electric
field gradient tensor, which is perpendicular to the axis
of librations, i.e., for in-plane oscillations (6 = 90°).
The left part of Fig. 2 shows the evolution of the shape
of the absorption spectrum with varying the amplitude
@, of librationsin the fast-oscillation limit when Q > q.
In the absence of librations, the static M Gssbauer spec-
trum congtitutes a standard quadrupole line doublet
with a splitting of 2q, which is a superposition of only
two Lorentzian lines of the natural width due to the
degeneration of the excited nuclear state in the spin pro-
jection |my:

0 0
o 1 _, 1.0

T T
Em—q+|5 w+q+|5‘%

o(w) =

(6)

0ol o
7 Im

Astheamplitude of librationsin thislimit increases,
the effective averaging of the quadrupole hyperfine
interaction is observed with a smaller splitting 29 of
the doublet lines. The effective constant q of the qua-
drupole hyperfine interaction is easily estimated by
considering the librations of the principal axis in the
plane and passing to another coordinate system with the
quantization axis in the plane of oscillations (Fig. 3).

0
O 1—gcp§sin2(m +4)
F(t) = a7
E J3@sin(Qt +A)

In the limit of fast librations (Q > q), the averaging of
the off-diagonal matrix elements of effective Hamilto-
nian (9) over the oscillation period yields zero, whereas
the averaging of its diagonal matrix elements leads to
the effective decrease in the constant of the quadrupole
hyperfine interaction:

3

R (10)
We note that, in the limit of fast librations (Q > q) with
alarge amplitude (¢, > 1), the effective constant of the
guadrupole interaction asymptotically approaches a
natural limit that is determined by the compl ete vanish-
ing of the off-diagonal matrix elements of initia
Hamiltonian (3) after averaging

_ _ 1+ 3cos26
= —q_

- (1
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Further, we perform the orthogonal transformation of

the basis states to the new basis;
i0= Am,Q] (7a)

where the matrix elements of the transformation A
have the form

_ 1|3\, .| 3\T]
[10= ﬁ[§>+| >

_ A ol
2= i3-S

(7h)

Bo= LL129) i |20

ot 2

_Apny, 1ol
o= fzf‘2>+' 28

In the new basis, Hamiltonian (3) acquires the form of
the block matrix

A9 = HH() 0 E, ®
70 o

where, in the limiting case of small oscillations (@, < 1)
with the accuracy to the terms quadratic in @,

[l
J3@sin(Qt+4) 0O
X 5 9)
2 . 2
—%l—écposm (Qt+A)EE

Inthiscase, q = —g/2for fast librationsin the plane 6 =

90°, whereas the effective constant q is equal to zero
for librations at the “magic” angle 6 = 54.7°. At the
same time, the shape of the Mdssbauer spectrum in the
limiting case of fast librations (Q > q) isdetermined by
Eq. (6), whereqisreplaced by g.

The evolution of the shape of Mdssbauer spectrain
the model used for librations shows an additional qual-
itative effect that is expected in spectra when the oscil-
lation frequency is close to the quadrupole splitting:

Q=2q. (12)

Asisseenintheright series of spectrain Fig. 2, Moss-
bauer spectra under condition (12) exhibit the splitting
of each of the lines of the static quadrupole doublet (6)
and the value & of this splitting increases with the
amplitude @, of the librations. The calculations show
that the effect is of a resonance character, which is
shown in Fig. 4, where the symmetric resonance split-
ting of each of the quadrupole doublet lines disappears
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at a small detuning of the frequency Q of librations
from the exact resonance frequency.

In order to reveal the physical nature of this reso-
nance effect, we consider the limiting case of small
oscillations (@, < 1) in the plane 8 = 90°, which are
described by the effective Hamiltonian given by
Eq. (9). It is easy to see that this Hamiltonian formally
describes the NMR with the effective nuclear spin I' =
1/2 in astrong static magnetic field h, along the z axis
and a wesk oscillating field hy(t) that is linearly polar-
ized along the x axis. Following the standard procedure
accepted in NMR spectroscopy, one can suppose that
the oscillating field h,(t) isthe superposition of theright
and left circularly polarized components hy(t) only one
of which can induce resonance (see, e.g., [7]). In this
case, the effective Hamiltonian of quadrupole hyperfine
interaction (9) can be represented in the form

H'(t) = hyly + hy(Txcos(Qt + A) + Tysin(Qt + A)), (13)

where theintensities of the effective magnetic fieldsare
determined by the parameters of the model of librations

h, = 20, (14a)
q=H-—oa, (14b)
hy = /3. (140)

Hamiltonian (13) evidently describes the Zeeman inter-
action of the effective nuclear spin |' with the effective
magnetic field hy + h,(t), which rotates at a small angle
to the z axis with the frequency Q. The theory of Méss-
bauer spectra for this case was developed in [8]. In
complete analogy with the results of those works, it is
possible to pass to the coordinate system rotating about
the z axis with the frequency Q by means of unitary
transformations using elementary operators of the rota-
tion about the z axis:

O(t) = e, (15)
Using these operators, one can perform integration with
respect to time in evolution operator (5):

i(t—tg)H' ~

%t 1) = U'(to)e " "0, (16)

where

H' = (hy— Q)T+ h,0x 17)
is the time-independent Hamiltonian of the effective
Zeeman interaction in the rotating coordinate system.

Then, following the procedure described in [5, 8], it
is easy to represent an analytical solution for the
absorption spectrum in the form

c’orolmz ~~|mn|m|:ﬂ2 : _
4 w—hm —Qm +il /2

m'm

o(w) =

(18)
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Fig. 3. Model of in-plane oscillations of the principal axis
of the electric field gradient tensor.
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Fig. 4. Mdssbauer spectrain the case of the small in-plane
(6 = 90°) librations (¢y = 0.1) of the principal axis of the
eectric field gradient near the nuclear quadrupole reso-
nance.

Here, m'isthe projection of the effectivespin | onto the
zaxisand m' isthe projection of I' onto the Z axisthat
liesin the (X, 2) plane and isinclined to the z axis at the

angle 6' such that

~ hl
tan@' = h—0'

and the effective magnetic field, which isdirected along
the Z axisintherotating coordinate system, is given by
the expression

h = J(hy— Q)%+ 1. (20)

We remind that Eq. (18) is vaid only in the limiting
case of small librations (¢, < 1) inthe plane 6 = 90° and
near resonance, which is determined by the more exact
condition

(19)

(21)
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Fig. 5. Mdssbauer spectrain the case of the small librations
(¢ = 0.2) of the principal axis of the electric field gradient

tensor at various angles 0 in the exact nuclear quadrupole
resonance determined by Egs. (21) and (26).

According to Eqg. (18), the absorption spectrum in
this case isthe superposition of four Lorentzian lines of
natural width whose intensity is determined by the
mutual orientation of the zand z axes. Simple analysis
of Egs. (18)—(20) showsthat, at exact resonance, when
condition (21) is satisfied, the M&ssbauer spectrum is
the superposition of four Lorentzian lines of the natural
width:

_ Ol
0
x1mJ 1 -+ 1 22)
W-(a-8) +im ©-(q+d)+iz
+ 1 + 1 %
o rod
w+(q—6)+|5 w+(q+6)+| O

In this case, the position of the spectral lines is deter-
mined by both the effective constant of quadrupole
interaction (14b) and the resonance splitting value

d=h, = ./3¢0. (23)

According to Eg. (20), when the frequency of libra-
tions is dlightly detuned from resonance frequency

CHUEV

(21), the symmetric resonance splitting of each line of
the quadrupole doublet almost disappears, which is
clearly seenin Fig. 4.

It is interesting to analyze the manifestation of the
NQR, which isdescribed above, for thelibrations of the
principal axis of the electric field gradient tensor at the
arbitrary angle 8. Asis seenin Fig. 1, small librations
(g << 1) inthefirst approximation are also oscillations
inaplane, but the principal axisof the electricfield gra-
dient tensor in this case oscillates in the (y, Z) plane
with the effectively smaller amplitude:

@(t, 0) = @(0)sin(Qt+A), (249)
where @(t, 8) isthe azimuth anglein the (y, Z) plane and
@(0) = @,sind. (24b)

Then, one can return to the coordinate system with the
guantization axis lying in the plane of librations (see
Fig. 3) and rewrite Egs. (9), (10), and (13)—23), where
@ should be replaced by q,(0) for small librations
(@ < 1) of the principal axis of the electric field gradi-
ent tensor at the arbitrary angle 6. In particular, in the
limit of fast librations (Q > q), the effective constant of
the quadrupol e hyperfine interaction acquires the form
[rather than (10)]

q = qH - Sgfsne]

Concerning the resonance effects, we note that the
MOssbauer absorption spectrum for small librations
(@ < 1) of the principal axis of the electric field gradi-
ent tensor at the arbitrary angle 6 is described by
Eq. (18) near resonance (21), where

= dgl -3 %sndﬂ

d=h, = ./3¢,sinfq. (26b)

Correspondingly, the M dssbauer spectrum in exact res-
onance (21) isdescribed by Eq. (22) with effective con-
stants given by Egs. (26).

Figure 5 shows the resonance shapes of M sshauer
spectrafor the small librations (¢, = 0.2) of the princi-
pal axis of the electric field gradient tensor at various
anglesto the axis of librations. These spectrawere cal-
culated by general formula (4). It is clearly seen that
the characteristics of the resonance splitting for vari-
ous angles 6 are well reproduced by simple expres-
sions (26).

Thus, the harmonic librations of the principal axis of
the electric field gradient tensor in cages of the liquid
lead to the specific transformation of Mo&ssbauer
absorption spectra, in which the qualitatively different
natures of rotational motions in such materials can be
manifested. All qualitative effects observed in Moss-
bauer spectrain the framework of the above model for

(25)

(26a)
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oscillations of the principal axisof theelectricfield gra-
dient tensor about an arbitrary axis at an arbitrary angle
are described in terms of the effective constant of the
guadrupole hyperfine interaction and the resonance
splitting of the main lines of the quadrupole doublet.
The corresponding simple analytical expressions can
be effectively used to analyze experimental M ssbauer
spectrain liquids.

It is necessary to emphasize that al the above spe-
cific forms of the quadrupole hyperfine structure can be
observed in M 6ssbauer spectrain liquids only when the
stochastic relaxation processes are dower than the
characteristic period of the librations. However, even if
the features predicted above for the formation of the
guadrupole hyperfine structure are not pronounced in
spectra due to the superposition of partial components
corresponding to different time trgectories of the
molecular angular momentum or due to relaxation
effects, the traces of the predicted specific forms can be
manifested in experimental Mdssbauer spectra and
should be taken into account when analyzing these
Spectra.

We point to the fundamental difference between the
predicted NOQR in gamma resonance spectra and the
well-known physica NQR method, which is widely
applied, in particular, for the detection of explosive and
drug substances in airports. In the latter method, reso-
nance is observed in the presence of the externa rf
magnetic field, whose frequency istuned to the quadru-
pole splitting value (12) [9]. A similar realization of
NQR is aso possible in Mdssbauer spectroscopy and
resonance effects for the case of magnetic hyperfine
interaction (an analog of NMR), which are similar in
manifestation (splitting of lines) and are well known
and even observed in the spectra of soft magnetic mate-
rials under the action of the rf field [5, 10]

For the possibility of observing the predicted NQR
in the distinct form, it is necessary to ensure the situa-
tion where the principal axis of the electric field gradi-
ent tensor undergoes small oscillationswith agivenfre-
guency and at a given angle due to the external excita-
tion. In this case, choosing the corresponding
characteristics of the external excitation, one can real-
ize the conditions necessary for observing the reso-

JETP LETTERS Vol. 82 No.10 2005
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nance forms of Mssbauer spectra shown in Figs. 2, 4,
and 5.
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Photoreflectance spectra of selectively doped GaAs/AlGaAs heterostructures are studied under the conditions
of direct current flow along the structure layers. Using amodel developed for the spectra, variations of the inter-
nal transverse electric fields are calculated for longitudinal current flow. It is proved experimentally that even a
weak heating of electrons in such structures leads to a spatial redistribution of electronsin the direction trans-
verse to the heterostructure layers. © 2005 Pleiades Publishing, Inc.

PACS numbers: 73.40.Kp, 78.40.Fy, 78.66.Fd

Advances in the manufacturing technology and
methods for the precision diagnostics of semiconductor
heterostructures with selective doping made from the
beginning of the 1980s and up to the present allow for
the development of unique fast-response field-effect
transistors based on GaAJAIGaAs, INGaASJAIGaAS,
GaN/AlGaN, and other heterostructures [1-4]. In spite
of the diversity of the investigations of selectively
doped heterostructures, the question of the behavior of
electrons at the passage of a high-density current in
such structures remains open [5]. The heating of elec-
trons in selectively doped heterostructures was studied
theoretically in many papers [5-7], in which it was
shown that charge carriers heated by a longitudinal
electric current can spatially move from a high-conduc-
tivity region of the heterostructure (channel) to low-
conductivity layers. This charge transfer was related to
the regions of negative differential conductivity experi-
mentally observed in the current—voltage characteris-
tics (CV Cs) of heterostructures[5]. However, measure-
ments of CV Cs cannot provide detailed information on
the variation of the electron states and the band diagram
of the heterostructure upon heating of charge carriers.
To solve this problem, we propose using the modula-
tion reflectance techniques [8-10], which alow the
built-in electric fields and characteristic band-structure
energies to be measured. Modulation reflectance spec-
tra also contain information on both free and bound
(exciton and impurity) electron states.

This paper reports on a photorefl ectance study of the
variations of the electron energy states and the band dia-
gram of a selectively doped GaAg/AlLGa, _,As (x= 0.2)

heterostructure under conditions of charge carrier heat-
ing. The heterostructure was grown by molecular beam
epitaxy and consisted of a 100-A cap layer of undoped
GaAs (region 1 in Fig. 1), a 600-A layer of doped
n-AlGaAs (Np = 0.7 x 10'® cmr®) (regions 2 and 3), a
100-A spacer layer of undoped AlGaAs (region 4), a
1-pm buffer layer of undoped GaAs (regions 5-7), and
a GaAs/AlGaAs technological superlattice grown on a
semi-insulating GaAs substrate. The heterostructure
band diagram is schematically shown in Fig. 1. The
sample length and width were 10 and 3 mm, respec-
tively. The measurements for this sample were carried
out at room temperature. The heating of the carrierswas
carried out by adirect electric current passing along the
heterostructure layers (along the Y axis, Fig. 1) through

Fig. 1. Profile of the conduction band (CB) bottom and the
valence band (VB) top of the active part of the studied het-
erostructure, Eg isthe Fermi level.

0021-3640/05/8210-0664%$26.00 © 2005 Pleiades Publishing, Inc.
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Fig. 2. Arrangement of fibers and a sample with contacts
when measuring the photorefl ectance spectrawith acurrent.
The diameter of the F1, F2, and F3 fibers was 300 pum.

indium ohmic contacts formed on the sample surface.
The electric power dissipated in the sample P, varied
from 0 to 110 mW with the current varied from O to
10 mA. In this range of the external current, regions
with a negative differential conductivity were absent in
the CV C of the studied sample.

To measure the photoreflectance (PR) spectra [9—
11], the sample was illuminated with probe light of
constant intensity with the photon energies . near the
characteristic energy features of the heterostructure
layers and the pump light of modulated intensity with
the quantum energies hv larger than the bandgap width
of the structure semiconductor layers. The probe light
from an incandescent lamp passed through an optical
filter and was supplied to the sample using multimode
optical fiber F1. Radiation from a helium—neon laser
with the energy hv = 1.96 eV (A = 632.8 nm) was used
as the pump light. It was supplied to the sample using
the same fiber F3. The pump light intensity was modu-
lated by a mechanical chopper with a frequency of
2 kHz. The areas on the sample surface illuminated
with the probe and pump lights were spatially matched
(Fig. 2). The prabe light reflected from the sample was
directed to fiber F2. The intensity of the probe light
reflected from the sample had a constant 1(w) and a
variable Al (w) component. The exit aperture of fiber F2
was matched to the entrance aperture of the spectrome-
ter. At the spectrometer exit, the spectral components of
the probe light were detected by a photodiode. The
pump light with an intensity of ~1 W/cm? generated
nonequilibrium electrons and holes in both the GaAs
and AlGaAslayers. It isknown that the light reflectance
R(w) of semiconductors in the spectral range of ener-
giesin the vicinity of the fundamental absorption edge
i ~ E; depends on the strength of the built-in electric
field [12]. Modulation of the pump light led to a modi-
fication of the internal electric fields and, as aresult, to
modulation of the probe light reflectance AR(w). The
relative change in the reflected light intensity
Al(w)/1(w) proportional to AR(w)/R(w) was measured
at the pump light modulation frequency using synchro-
nous detection.
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Fig. 3. Experimental photorefl ectance spectra: (a) without a
current, (b) at the electric power dissipated in the sample
Pgc = 12 mW, and (c) amodel photoreflectance spectrum at

Pgc = 12 mW.

The PR spectrum measured in the absence of a cur-
rent is presented in Fig. 3a. In this spectrum, features
can be distinguished in the region of energies E 1.38—
1.48 eV in the vicinity of the GaAs bandgap energy

ARIR (1074

—6 ! | 1
1.40

1 |
142 144
E (eV)

Fig. 4. Experimental photoreflectance spectra for energies
E ~ GaAs Eg at various values of Py from 0 to 60 mW.
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Fig. 5. Example of the model photoreflectance spectrum at Py = 12 mW: contribution to the photoreflectance spectrum from

(a) various GaAs layers and (b) AlGaAs layers. The numbering of layersis given according to Fig. 1. A comparison of (points) the
measured photorefl ectance spectrum and (solid lines) the model spectrum is shown above.

(Eg = 1.4273 eV). These features characterize several
GaAslayers. Thefeaturesintheregion of energies 1.6—
1.8 eV (g, = 1.67 eV) are due to the AlGaAs layer.
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[>=]

F (kV/cm)
N
T
N
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(¥S)
(o]
T

| |
0 5 10 15 20 25 30
PdC (InW)

Fig. 6. Calculated changesin the internal (transverse) elec-
tric fields F5, Fg, and F, in heterostructure regions 5, 6, and
4 at various values of the electric power Py dissipated in the
sample. The numbering of regions is given according to
Fig. 1. The computational error in the determination of the
internal fields was 5%.

Passing alongitudinal electric current along the sample
layers substantially changes the PR spectra, see
Figs. 3band 4. It isseen in the figures that the spectrum
in the region of energies 1.38-1.48 eV is clearly sepa-
rated into two parts. in the left-hand side of the spec-
trum at the energy E < GaAs E;, a characteristic oscil-
lation changes its width and amplitude with increasing
current power; in the right-hand side of the spectrum at
the energy E > GaAs E, additional oscillations appear,
whose amplitude also changes. No notable changes in
the region of energies 1.6-1.8 eV of the PR spectrum
are observed upon passing a current. Even from a qual-
itative comparison of the PR spectra in these energy
ranges, a conclusion can be made that electrons in the
GaAs layers are spatially redistributed upon heating by
acurrent.

A physical model was developed to describe in
detail the measured PR spectra, in which two main
mechanismswere considered [10, 13, 14]: (1) the built-
in electric fieldsin the GaAslayerswith fields 1, 5, and
6 (Fig. 1) and in the AlGaAs layers with fields 24 are
changed because of the redistribution of heated elec-
trons; (2) the binding energy of free excitonsin layer 7
of the GaAs is changed by heated electrons. Conven-
tiona analytical expressions and parameters were used
directly in the calculations of the PR spectra [15-18].
An example of the model PR spectrum at the electric
power dissipated in the sample Py, = 12 mW is demon-
strated in Fig. 3c and Fig. 5. The values of the built-in
fields calculated from the model PR spectra at alongi-
tudinal current flow of different power in sample layers
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Fig. 7. Band diagram of the sample with an additional
superlattice in the GaAs buffer layer (region 5).
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Fig. 8. Experimental photoreflectance spectra for the het-
erostructure with an additional superlattice (a) in the
absence of a current and (b) at the electric power dissipated
in the sample Py, = 160 mW.

4-6 areshown in Fig. 6. Theinternal fieldsin layers 1,
2, and 3 remain virtually unchanged with the current
and are equa in absolute value to 30, 165, and
14 kV/cm, respectively. The binding energy of free
excitons decreases from 4.1 + 0.1 meV without current
to 3.6 £ 0.1 meV at P4, = 60 mW. The heating of free
electrons and excitons lead to insignificant heating of
the lattice, which was AT ~ 5 K at Py, = 60 mW. Thus,
it is evident from the results obtained that, upon charge
carrier heating, electrons pass from the AlGaAs layer
(layer 4) and the GaAs channel (layer 5) in the depth of
the GaAs buffer layer (layers 6, 7), leading to amodifi-
cation of exciton states [14]. It should be emphasized
that the insignificant changes in the PR spectra in the
range of energiesin the vicinity of AIGaAs E; are most
likely due to the fact that the weakly heated electrons
from the GaAs channel cannot overcome the barrier in
the AlGaAs conduction band and leave the heating
region into the depth of the GaAs buffer.
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To study the effect of the heated electrons on the
doped AlGaAs layer, analogous, selectively doped
GaAg/Al Gy, _,As heterostructures (x = 0.12) with an
additional superlattice in the GaAs buffer layer were
studied. The superlattice was located at a distance of
225 A from the active interface [10]. The band diagram
of such a heterostructure is schematically shown in
Fig. 7. To enhance the heating of electrons, the mea
surements of the PR spectra of this sample with alon-
gitudinal current flow were performed at atemperature
of 77 K.

The experimental PR spectrum without a current is
presented in Fig. 8a. The GaAs bandgap energy was
1.51 eV. The peak at an energy of 1.506 eV was due to
the modulation of exciton statesin region 6 of the GaAs
buffer layer (Fig. 7) by the pump light. The modulation
of excitons in quantum wells (region 5 in Fig. 7) and
built-infieldsin GaAslayers 1 and 4 leadsto the forma-
tion of spectral features in the energy range 1.52—
1.63 eV. The spectral featuresin the energy range 1.66—
1.72 eV aredueto the modification of theinternal fields
inAlGaAslayers2and 3. Itisevident in Fig. 8b that the
PR spectrum of this heterostructure also substantialy
changesin the entire measured energy range upon pass-
ing a longitudinal current. In the range of energiesin
the vicinity of AlGaAs E, (1.67 eV), the simply shaped
peak of the PR spectrum is split into two types of oscil-
lations with different periods and amplitudes. This is
connected with an increase in the interna fields in
regions 2 and 3 of the AlGaAs | ayer, that is, with charge
carrier transfer in the direction transverse to the hetero-
structure layers. This behavior of the PR spectrum
allowed usto separate experimentally two values of the
measured built-in fields (on the right and on the left) in
the AlGaAslayer (regions2 and 3in Fig. 7). Thus, it is
seen that each heterostructure exhibits its own features
of the heating of charge carriers, which are reliably
detected by the light modulation reflectance tech-
niques.

Note, in conclusion, that we experimentally con-
firmed charge carrier transfer in thereal spacefor selec-
tively doped GaAs/AlGaAs heterostructures. It is
shown that weak heating of electrons significantly
affects the heterostructure band diagram even a room
temperature.

This work was supported in part by the Russian
Foundation for Basic Research, project no. 03-02-
16942.
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Details of the problem of “vertical” transitions between discrete levels of 2D electrons on the surface of liquid
(solid) dielectricsin the presence of agas over this surface (their own vapors or artificially produced combina-
tions such as solid hydrogen—gaseous helium) are discussed. The structure of theinteraction of an electron with
a gaseous medium, where the so-called scattering length appears to depend on the gas density, is determined.
Therole of Van der Waals forces, which attract gas atoms to the dielectric surface, is shown. A notion of quasi-
2D electron bound states on gas atoms isintroduced. The experimental data concerning the effect of the gason
the frequencies of optical transitions for 2D electrons over the surface of solid hydrogen are discussed using

thisinformation. © 2005 Pleiades Publishing, Inc.
PACS numbers: 67.55.1g

The concept of a quantum computer and the dis-
cussed possibility of its realization by using 2D elec-
trons over helium have renewed interest in optical tran-
sitions between discrete electron levels on the surface
of liquid (solid) dielectrics (see, e.9., [1, 2]). In view of
this circumstance, it is reasonable to discuss phenom-
ena accompanying “vertical” excitation of 2D elec-
trons. The pressure effect is one of them. The nonzero
gas pressure changes the transition frequenciesin adis-
crete electron system embedded in agasif it givesrise
to different shifts of the ground and high-lying levels.
Selective “gas-induced” shifts of levels, which were
known for atomic systems as early as since works [3—
5], occur in loose 2D electron states on the flat liquid—
vapor interface. However, the causes of gas selection
are different. The contact effect of the gas on deep elec-
tron levels is negligible in atomic systems. It is
expected only for high-lying semiclassical stateswith a
scale estimated in the so-called optical approximation,
where the shift W, is determined by the expression
[3-5]

)

Here, misthe free-electron mass, ny is the average gas
density, and a, is the so-called scattering length (the s
component of the scattering amplitude). This effect is
manifested only in optical media involving transitions
from the ground state to high levels located near the
edge of the continuous spectrum (for details, see[3-5]).

The localization scale of loose 2D electron states
over theliquid (solid) dielectric differsfrom the atomic.
As a result, the ground and high-lying 2D states are
“embedded” in the gaseous medium almost equiproba-

bly [at least in the optical approximation given by
Eqg. (1)]. Although gas shifts of electron levels exist,
they areidentical in the optical approximation. Thedis-
tances between levels do not change and, as aresullt, the
pressure does not affect optical frequencies. The selec-
tivity of the interaction of 2D electrons with the gas-
eous medium is manifested beyond the framework of
the optical approximation. In this case, the vertical
localization of 2D electrons in the ground state on the
length A;, which is noticeably less than the structural

characteristic of thegasR U ng""* , isimportant. The 2D
pressure effect becomes noticeable if

M<R and A2R for 1>1, R=n"". (2
Here, A\; and A, are the localization lengths of the elec-
tron wave function over the substrate in the ground and
excited states, respectively, and ny is the average gas
density.

Thus, the pressure effect in the “flat” case can be
observed without involving high-lying electron levels,
which are necessarily involved for observing the pres-
sure effect in atomic optics. However, conditions (2)
that allow the operation with the minimum numbers of
the electron state must be satisfied.

Thescenario given by Eq. (2) wasrealizedintheele-
gant experiments reported in [6, 7], where the authors,
by varying substrates, showed that the pressure effect is
amost insignificant [conditions (2) are strongly vio-
lated] for 1-2 transitions at the vaporiquid helium
interface. The gas effect is dightly manifested at the
vapor—liquid neon interface. Conditions (2) are satis-
fied for the combination vapor—solid hydrogen (deute-

0021-3640/05/8210-0669%$26.00 © 2005 Pleiades Publishing, Inc.
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Fig. 1. Energy Wy vs. R= ngua , where ng is the gas den-
sity, for the boundary conditions Y(a) = 0 and dyp/dr|, =g =

0. The constant a is chosen so that the energy Wis equa to
zero for a reasonable ny value corresponding to the liquid

state of hydrogen. In this way, the scale of the scattering
length ag(ng) is uniquely determined (see Fig. 2).

rium) or solid H, + gaseous helium, and the pressure
effect is distinctly observed. For hydrogen,

d(.k)]_z/dng<0, ﬁwlz = |A2_A]_|1 (3)
and for the H, + He,
dwh/dn, >0, Awh, = |05 —AY], 4

where A, and A are the 2D electron levels over solid
hydrogen or in gaseous helium, respectively (the solid +
gaseous H, combination is allowed by the phase dia-
gram of hydrogen; the H, + gaseous helium pair isreal-
ized at temperatures quite low for gaseous H,, when
hydrogen vapor is amost frozen, whereas gaseous
helium can exist over hydrogen).

The authors of [6, 7] did not attach particular impor-
tance to the specificity of the interaction of the ground
2D electron state with the gas. This specificity, as well
as results represented by Egs. (3) and (4), should be
interpreted. Inequality (4) seems to be natura (the
interaction energy of electrons with dense helium is
positive), whereas the inequality for the case of H, is
paradoxical: solid H,, as well as helium, repulses elec-
trons from its bulk (which explains the presence of 2D
electron states at the solid—vapor interface), whereas
gaseous H, attracts them [which explains the negative
sign of derivative (3)]. This paper is devoted to the
detailed discussion of the above problems.

1. We begin with the problem of the interaction
energy W, of a low-energy electron with a gaseous
medium. The optical approximation given by Eq. (1) is
conventiona in this case. The definition of W given by

SHIKIN, NAZIN

Eq. (1) isvalid if theinteraction of electronswith atoms
is contact:

218,
m

Vo(r =R;) = 3(r —Ry), )
where r and R, are the radius-vectors of the electron
and given atom, respectively, and a, is the effective
amplitude of the electron scattering by a single atom,
which depends dlightly on the gas density. However, in
the problem under consideration, there is the polariza-
tion attraction

Vo, r<a
vin=o , ., (6)
O-ae’/2r", r>a,

for which the introduction of the scattering length is
problematic (see[8, 9]) and the coordinate dependence
can hardly be treated as short-range. Here, a and a are
the polarizability and radius of the atom, respectively.
The potentia V(r) given by Eq. (6) istoo rough for the
accurate calculation of the binding energy of an extra
electron with the neutral atom in noble gases (see, e.g.,
[10]). The basic inaccuracy is associated with the
necessity of simulating the boundary condition for the
electron wave function on the atomic surface with
radius a that excludes the fal of a particle onto the
attractive center and allows the reduction of the prob-
lem of electron localization to a single-particle prob-
lem. The importance of the problem of boundary con-
ditions is seen at least from the fact that the helium
atom, whose atomic polarization a is minima among
noble gases, binds the extra electron with the binding
energy ~0.06 eV, whereas other representatives of this
series with much larger a values have no bound states
(for more details, see[10]). The single-electron formal-
ism proposed in [11] qualitatively takes into account
this circumstance. Thisformalism is based on the solu-
tion of the wave equation in the Wigner—Seitz spherical
cell with agiven atom at its center and with the bound-
ary conditions for the wave function (r) that allow the
transition of an electron from one cell to another, as
well as the specificity of the behavior of the electron
near the atom (whether or not this atom forms a nega-
tive ion). As a result, one can determine the electron
energy Winthe cell and, comparing it with W, given by
Eqg. (1), find the gas-density dependence of the effective
scattering length ay. Such aplanwasrealizedin [11] for
the inert-gas family. Similar calculations for hydrogen
H, in the model that do not imply the localization on a
single H, molecule are shownin Figs. 1 and 2 (any data

on H; are absent in comprehensive book [10] devoted

to various negative ions; moreover, a version with the
electron wave function vanishing on the sphere with
radius a of the central atom of the Wigner cell is least
favorable for the appearance of the negative part in the
electron energy W(n,); thereby, the results shown in
Figs. 1 and 2 are lower estimates). The value a =
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5.52a§ is taken from [12]. The choice of the effective

radius a of the H, molecule is used to fit the zero point
of the energy W to the liquid hydrogen density. The
range of the negative a, values, which is necessary for
correct interpretation of the data reported in [6, 7], is
marked by the arrowsin Fig. 2.

2. Animportant detail that enabled the authors of [6,
7] to explain their observation is the absence of the gas
effect on the ground state of the electron over the
hydrogen substrate and its presence for level 2 [see
comments to Egs. (1) and (2)]. However, the gas den-
sity ny(2) is noticeably increased near the substrate. In
the framework of the scenario accepted in [6, 7], it is
necessary to analyze this difficulty.

The local increase in ny(2) is caused by the Van der
Waals forces between gas atoms and the substrate. In
the classical approximation,

N2 = ngexp(fQ/TZ’), Q=4ma’3, (7)

where n, is the average gas density far from the sub-
strate, f is the Van der Waals energy (on the order of
20 K), Q isthe volume of one gas atom, and the Z axis
is directed along the normal to the substrate with the
positive direction corresponding to the gas phase.

The combination of the energies
V(2) = Wo(2) +Vin(2), Vin(2) = -Alz,
A = (e—1)’l4(e +1),

where € is the dielectric constant of the dielectric (its
value for hydrogen istaken from [13]) and W(2) isthe
energy given by Eq. (1) with ny(2) specified by Eq. (7)
(and with the possible dependence of a, on ny), is
responsible for the localization of electrons near the
dielectric surface. In contrast to the vacuum limit with
the sharp boundary, this energy has no singularity and,
correspondingly, the pure “hydrogen” approximation
for wave functions and eigenenergies becomes nonop-
timal. It is clear that the gas inhomogeneity shifts the
electron to the region z > 0; i.e., the electron localiza-
tion degree decreases compared to the hydrogen limit.
The shift can be estimated by determining the position
of the minimum of the potential V(2) given by Eg. (8):

(8)

;A f0

" m AT

According to thisexpression, z,, is on the order of sev-
eral angstroms.

Perturbation of Eq. (8) can be approximately taken

into account by the known method {introduction of a
nonsingular potential U(2) by analogy with [14]}:

(9)

Vo, 2<0
V() = O (10)
AN(z+zy,), z>0,
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Fig. 2. Scattering length ag vs. R= ngl/?’ asdetermined due
to the comparison of the energy W, plotted in Fig. 1 and the
energy Wy given by Eq. (1). The arrows show the region of
negative ag values that is necessary for the correct interpre-
tation of the experimental datareportedin [6, 7].

where z,,;,, isdetermined from Eq. (9), V> 0istheelec-
tron energy in the condensed phase, and this energy is
assumed to be independent of the gas density. The z,,,
value is usualy chosen by fitting the experimental fre-
guenciesof optical transitions between 2D electron lev-
elsover the liquid (see [14]). In the case under consid-
eration, z,;,, is given and the level shifts are determined
by the formula
2 2 1/2

A = A0+ ;L—m[zmm - %ﬁ ](olfllolz)2
The derivatives dfi/dz|,-, decrease as | increases.
Therefore, the optical frequencies must decrease at
Znin 2 0. Thisdependenceis qualitatively clear, because
the layer z,,,, # O effectively shiftsthe electron from the
main substrate. The contribution of channel (11) will be
taken into account when constructing the general
dependence w;,(ng) for hydrogen. However, it is evi-
dently insensitive to the sign of a,.

3. Thus, we have discussed approximations in the
description of the interaction of an electron located far
from the liquid—vapor interface with the gaseous
medium [this interaction is given by Eg. (4) with a,
taken from data shown in Fig. 2] and revealed how the
2D electron responds to the Van der Waal s compression
of the gas near the liquid—vapor interface. Now, let us
discuss why the ground state of the 2D electron under-
goes specific interaction with the gaseous medium as
compared to asimilar interaction far from the interface.
We remind the reader that, if the electron—gas interac-
tion is described by Eq. (1) even with the renormalized
scattering length, the first-order correctionsto the ener-
gies of the ground (I = 1) and excited (I > 1) levels are
identical under the condition that the gas density is con-
stant right up to the interface. The interaction energy

. (12)

z=0
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Fig. 3. Energy Wy(z, ng) of the electron ground state in the
cylindrical cell specified by Egs. (12) and (13) vs. the posi-
tion 7, of the central atom. The extremum is clearly seen at

the point zy = 7 .
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Fig. 4. Pressure effect (the gas-density effect on vertical
transitions) for the 1-2 transition in the 2D electron system
at the (solid hydrogen-its own vapor) interface as obtained
by (dashed line) disregarding and (solid line) taking into
account the gas-density dependence of the ground state
energy of the 2D electron (for details, see the main text).
The experimental points are taken from [6, 7] and ag =

—1.4ag under the experimental conditions describedin [6, 7].

can be extracted from the corresponding integrals and
the resulting expressions have the normalization form
identical for al electron states.

In aternative terms of cells, which are also naturally
used near the boundary, qualitatively new circum-
stances affecting the formation of the cell structure
appear. First, its periphery must have the cylindrical
shape according to the boundary conditions. Second,
under the condition A; < R, the central atom is not
equiprobably distributed along the entire Z axis (asin
the optical approximation); rather, it is located with a
well-defined probability at a finite distance z, that

SHIKIN, NAZIN

approximately coincides with the maximum of the z
component of the electron wave function. The latter
statement is not evident and must be proved in the
framework of the proposed model.

We should formally solve the wave eguation for the
electron [with the wave function Y(p, 2), where p isthe
2D radius aong the substrate surface] in thefield of the
image forces V,,,(z), which are specified by Egs. (8) and
hold it near the surface with the dielectric constant € =
&y, = 1.2936, and the polarization potentia V(z—z, p)
(6) of the atom located at height z, over the surface:

2

Viea(Z P) = st Vin(@. (12
2((z—2)" *+p%)
The boundary conditions
lIJ|Z=O =0, lllezh =0, l‘IJl(Z—Zo)2+p2=az =0,
a_qJ =0, R, = n;m/ﬁ (13
0pfp=r,

have the “ spherical” form on the gas atom with the cen-
ter at the point (z= 7, p = 0) and the cylindrical struc-
ture on the outer surfaces of the cell (the cylinder height
h =z, + 2R, where R, is the cylinder radius, is high
enough for the wave function of the ground state in the
image-force field to amost vanish at z= h).

The total energy of the electron at a given gas den-
sity (i.e,, a agiven R, value) asafunction of the param-
eter Z, has adeep minimum at z, = z; correlating with
the position of the maximum of the unperturbed elec-
tron wave function Y, (p, 2) over thedielectric surfacein
the absence of the gas. The presence of such an extre-
mum that depends slightly on R; isillustrated in Fig. 3
for two values of this radius. Supposing that the gas
atom is mainly located at this extremum, we unambig-
uously determine the minimum electron energy W;(Z5 ,
ng) as afunction of the gas density.

Thus, we have determined the characteristic shift
energy W(n,) of high-lying levels, which is estimated
in the optical approximation by Eq. (1), the energy
W;(75 , ng) following from the numerical solution of the
problem given by Egs. (12) and (13) with the position
of the central atom of the cell at the point z, correspond-
ing to the energy extremum in Fig. 3, and the Van der
Waals shifts of the levels, which are given by Eq. (11).
Using thisinformation, one can construct the frequency
shift w,,(ny) applicable for comparison between the
theory and data reported in [6, 7]:

Wan(Ng) = (805 + 805" + B0, —BA)/h.  (14)

Here, 5A21 istheinitial difference between the electron

energy levels in the absence of the gas; SAY" = A, —
A, where A; and A, are given by Eqg. (11); 34, is the
2005
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optical-approximation shift of level 2; and 04, is the
shift of level 1inthe model described by Egs. (12) and
(13).

Figure 4, which illustrates the final results, shows
the shift of the 1-2 transition frequency (dashed line) as
calculated in optical approximation (1) for level 2 with
the scattering length shown in Fig. 2 when the gas per-
turbation of level 1 is disregarded and (solid line) as
calculated by taking into account the gas correction of
the ground-state energy of the 2D electron through the
solution of the wave problem given by Egs. (12) and
(13). In both cases, the slope dw;,/dn, < 0 and the effect
magnitude correlate with the data reported in [6, 7].
This correlation indicates that the interpretation of
causes of the negativity of the scattering length and the
selection mechanism in the interaction of 2D electrons
with gas atoms is qualitatively correct. The numerical
difference between the slopes of the dashed and solid
lines can be reduced by additionally varying the bound-
ary conditions on the Wigner—Seitz cell surface. These
details will be discussed elsewhere.

SUMMARY

Details of the pressure effect for optical transitions
in the system of 2D electrons at the solid hydrogen—gas
interface have been discussed. This phenomenonislin-
ear inthe interaction of the electron with gas atoms and
thereby provides information on the sign of the ampli-
tude of electron scattering by a single atom. The effect
becomes observable if 2D electron states selectively
interact with the gaseous medium. For relatively shal-
low 2D electron levels at the interface between two
media, the nature of selectivity requires a special con-
sideration beyond the optical approximation given by
Eq. (). Inour interpretation, the selectivity isprimarily
determined by the structure of the Wigner—Seitz cell for
electronsfar from the phase interface and on its surface.
Intheformer case, thisstructure is spherically symmet-
ric with a separate hydrogen atom at the cell center and
the minimum energy Wy(ng) shown in Fig. 1. The cell
near the interface under the condition A; < R has the
form of acylinder with radius R. and the height h=z, +
R. with the central atom located on the cylinder axis at

the point z, = z; , where the energy W;(z, ny) shownin

JETP LETTERS Vol. 82 No.10 2005
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Fig. 3isminimal. The behavior of the minimum energy
Wy(z5 . ny) = 34, differs from the behavior of the
energy W(n,) = 84, shown in Fig. 1. The difference
W(ng) —W;(Z , ng) isshown in Fig. 4 as the difference
between the frequencies w,;(ng) given by Eq. (14). The
above formalism provides additional capabilities for
improving the agreement between the theory and
experiment that will be discussed in a more detailed
work.
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