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The problem of the cosmological constant and vacuum energy is usually thought of as the subject of general
relativity. However, vacuum energy isimportant for the Universe even in the absence of gravity, i.e., inthe case
when Newton's constant G is exactly zero, G = 0. We discuss the response of the vacuum energy to the pertur-
bations of the quantum vacuum in special relativity and find that, as in general relativity, the vacuum energy
density is on the order of the energy density of matter. In general relativity, the dependence of the vacuum
energy on the equation of state of matter does not contain G and thusisvalid in the [imit G — 0. However,
the result obtained for the vacuum energy in aworld without gravity, i.e., when G = 0 exactly, is different.
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The problem of vacuum energy appears to be more
general than the cosmological constant problem, which
arises in general relativity [1]. Earlier, we discussed
vacuum energy and itsrelation to the cosmological con-
stant considering general relativity as an effective the-
ory [2, 3]. We found that the energy of the equilibrium
vacuum state at zero temperatureis zero dueto the gen-
era thermodynamic Gibbs-Duhem relation applied to
the vacuum as amedium. The nonzero value of the vac-
uum energy, or more exactly the gravitating part of the
vacuum energy, comes from perturbations of the vac-
uum state. In typical situations, the perturbations of the
vacuum are caused by gravitating matter, and thus the
induced vacuum energy density must be on the order of
the energy density of matter, which resultsin a cosmo-
logical constant consistent with observations [4].

Now we extend the discussion of vacuum energy to
the case of special relativity, i.e., to a Universe without
gravity. Although in aworld without gravity the cosmo-
logical constant is absent, the vacuum energy still plays
an important role in the structure of the Universe. We
find how the vacuum energy responds to matter in spe-
cial relativity and how thisallows usto stabilize astatic
specia-relativity Universe filled with matter having an
arbitrary equation of state.

The cosmological term in the action for general rel-
ativity is

S, = —IdAXJ—_gqpvac. (1)

TThis article was submitted by the author in English.

The corresponding stress-energy tensor of the vacuum
is obtained by variation of the action over the metric
tensor g,

T\;/J?)c = pvacuuuv + Pvac(uuuv_gpv) = pvacguv- (2)

Here, p¥® is the vacuum energy density and u* is the
4-velocity of the vacuum. Sincethe equation of statefor
the vacuum is

Pvac - _pvac’ (3)

the energy-momentum tensor does not depend on the

4-velocity u* and thusisthe samein any coordinate sys-
tem.

Equation (2) with equation of state (3) is valid for
the vacuum in special relativity too, i.e., in the absence
of thedynamical field g*. These equations are obtained
by the conventional procedure used in quantum field
theory, when one introduces a fictitious field, such as
fictitious gauge fields or a fictitious metric, and calcu-
lates the response of the vacuum to these fields. More-
over, the equation of state P¥® = —pV¥ s even more gen-
eral, sinceit isvalid even in the nonrel ativistic theories,
where the role of quantum vacuum is played by the
ground state of the quantum condensed matter. This
equation of state comes from the general thermody-
namic Gibbs-Duhem relation applied to the homoge-
neous ground state of condensed matter (see, e.g., [3]).

Let us consider the Universe in special relativity
(i.e., in the absence of gravity, G = 0), which is filled
with nongravitating homogeneous matter—a perfect
cosmic fluid—and discuss how the vacuum responds to
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the matter and stabilizes this Universe. The energy-
momentum tensor of matter is

M _ M M

Tpv =p VuVV+P (vav_gpv)v (4)
where v* isthe 4-velocity of matter and pM and PV are
energy density and pressure of matter in the comoving
frame.

In the general coordinate frame, the energy and
momentum density of matter are

2
M, V M
P +_2P M M
~ C vp +P
M= —= p"=Z . (5
"4 C "4
1-= 1-=
C C

The obvious consequence of Eg. (5) is that the energy
and the momentum of matter do not satisfy the relativ-
istic relation between the energy and momentum

\Y
C

The reason for thisis related to the external forces act-
ing on matter, which violate the Lorentz invariance,
since they establish a preferred reference frame in
which these forces are isotropic. These forces are pre-
sented in Eq. (5) through the pressure PM of matter,
which is supported by the external pressure (see Sec-
tion 14 of [5]).

If the Universe is completely isolated from the
“environment,” the external pressure is absent, PM =
Poierna = 0, and Lorentz-invariant equation (6) is
restored. But the typical matter considered in cosmol-
ogy, such asarelativistic plasma, does not exist at zero
pressure as an equilibrium state, except for the extreme
limiting case of cold matter. Thus, in special relativity,
the Universe must either be empty or contain matter
that can exist in equilibrium at zero pressure (the matter
in acold liquid state, for example).

The vacuum gives an alternative scenario for an
equilibrium static Universe with matter to exist in spe-
cial relativity. The equilibrium state is achieved when
the pressure of the cosmol ogical matter is compensated
by the partial pressure of the vacuum, so that the exter-
nal pressure goes to zero,

Pegera = P+ P" =0, (7)

and the Universe (matter + vacuum) can be in equilib-
rium without external environment. For this equilib-
rium Universe, Eg. (6) for the energy and momentum of
the whole Universeis al so restored.

Using equation of state (3) and the equilibrium con-
dition (7), one obtainsthe density of the vacuum energy
induced by matter with pressure PM in the equilibrium
Universe:

p" = P (®)

VOLOVIK

Since the vacuum momentum is zero,
pve =0, 9)

the total energy density and momentum density of the
system (matter + vacuum) become

M vac
~ vac +
Ptota = pM"'p =P p2 ,

14
1-5
C

(10)
M vac
vae _ VP *p
=3 V2
2

C

They satisfy the relativistic equation (6), and the corre-
sponding density of the rest mass of the systemis
= — mrest =

M vac
2’ 2
h-L ¢ 1-%
C C
The extrafactor /1 — v?/c? in the denominator of the
rest massis cancelled by the relativistic transformation

of the volume: the volume V in the frame of measure-
ment and the volume Vgm,ing iN the comoving frame

are related as dV = dVgmouingy/ 1 — v/, so that the
total rest energy of the systemis

Pota = P .

(¢}

1-—

2
My e C

ptotal (11)

M+ vac vac
Mieg = jdv9———9— = Vo(p" +0" ). (12

2
v
C

Thus, the whole world represents a relativistic object
whose rest mass is the sum of the rest energies of the
matter and quantum vacuum. The energy density of the
guantum vacuum induced by the nongravitating (G = 0)
matter is completely determined by the equilibrium
condition (7) and equation of state for matter PM =
wMpM:
Pezo = w'p". (13)
We can compare the vacuum energy (13) in the Uni-
versein special relativity, i.e., when G =0, with the vac-
uum energy in Universesin general relativity, i.e., when
G # 0. For the Einstein static closed Universe [3, 6], the
vacuum energy induced by the gravitating matter is
1
Pnsen = 5(1+3w")p", (14)
and for the Godel steady-state rotating Universe [3, 7],
itis

1 My M
p\(IBac():edel = —é(l—W P (15)
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In all three Universes, the density of the vacuum energy
induced by matter is proportional to the energy density
of matter. Equations (14) and (15) for worldswith grav-
ity do not depend on Newton’s constant G and thus are
validinthelimit G — 0. But they do not coincide with
Eg. (13) for a world without gravity, i.e., when G is
exactly zero. While in specia relativity the vacuum
response to matter is determined by the condition of
zero external pressure, Py g = 0, in the case of gravi-
tating matter the condition of gravineutrality is added
[3]. The pressure and energy of the gravitational field
contribute to both conditions even in thelimit G — 0.
These contributions come from the space curvature in
the Einstein Universe and from the local rotational met-
ric in the Godel Universe.

Asdistinct from static gravitating Universes, which
experience different types of gravitationa instabilities,
in specia relativity a Universe with matter is stable if
the quantum vacuum itself is the stable object. In the
latter case, small perturbations of the vacuum state,
caused by cold or hot matter, do not destabilize the sys-
tem. This fact is well known for the condensed-matter
anal ogues of the Universe—quantum liquids, wherethe
role of the quantum vacuum is played by the superfluid
condensate and the role of the relativistic matter is
played by “relativistic” quasiparticles, with ¢ being the
maximum attainable speed for low-energy quasiparti-
cles. Examples are provided by Bose superfluid “He
and Fermi superfluid He-A. Both quantum liquids are
stableat T=0and P = 0, and their stability is not vio-
lated by the massless “relativistic” quasiparticles that
appear at T # 0 forming the analogue of matter in these
toy Universes. For both liquids, equation (13) is valid
with the “relativistic” equation of state wM = 1/3 if the
liquids are isolated from the environment [2]. Although
in both quantum liquidsthere are low-frequency collec-
tive modes corresponding to the dynamics of the effec-
tive metric, this effective gravity does not obey the gen-
eral covariance and is not Newtonian at large distances.
As a result, the effective gravity in these liquids does
not modify special-relativity equation (13).
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For such condensed matter systems, the relativistic
equations (10) obtained for the energy and momentum
of a Universe in specia relativity are also applicable,
but with one reservation. As distinct from its special-
relativity counterpart, the quantum vacuum (conden-
sate) in condensed matter does not obey the effective
Lorentz invariance obeyed by the excitations of the
condensate—quasiparticles. In particular, the momen-
tum density of the quantum condensate is nonzero. As
distinct from Eq. (9), the superfluid condensate moving
with the so-called superfluid velocity ug carries the
momentum density p¥® = mnug, where misthe mass of
particles making up the condensate (atoms of liquid)
and n is their number density. As aresult, for quantum
liquids, the relativistic equations are valid only in the
reference frame moving with the condensate. Full cor-
respondence between the quantum vacuum and a super-
fluid condensate could occur only for such hypothetical
condensates whose “atoms” are massless, m= 0. How-
ever, the difference between the relativistic quantum
vacuum and nonrelativistic quantum condensate does
not change the conclusion that the vacuum response
stabilizes a nongravitating Universe.

| thank A.A. Starobinsky for fruitful discussions.
This work was supported by the ESF COSLAB Pro-
gramme and by the Russian Foundation for Basic
Research.
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The maximal Lyapunov characteristic exponent of chaotic motion was calculated as a function of the system
energy by numerical integration of the Hénon—Heiles problem. Contrary to the conclusions of Benettin et al.
[4], this dependence is not exponential but is close to a power law. As to the energy dependence of dynamic
entropy, it is close to an exponential law, in agreement with [4]. © 2003 MAIK “ Nauka/lnterperiodica” .

PACS numbers: 05.45.Pq

The Hénon—Heiles problem traditionally attractsthe
attention of researchers, because it uncovered a chaotic
type of behavior in Hamiltonian mechanics [1]. The
Hamiltonian of the problem has the form [1-3]

1 1
H = S(pi+ P+ ai+ o)+ tit—3%, ()

where g, and g, arethe coordinatesand p, and p, arethe
conjugate momenta.

Hénon and Heiles [1] numerically integrated a sys-
tem described by Hamiltonian (1) to construct the
Poincaré section in its phase space and revea the
regions of chaotic motion. The chaos regions expand
with increasing energy and, for the energy E=H = 1/6,
almost the whol e phase space accessible to the motion
isfilled by the chaotic component [1].

A qualitative character of the motion (regular/cha
otic) can be determined by calculating the Lyapunov
characteristic exponents (LCEs; see, eg., [2]). LCE
characterizes the mean velocity of the exponentia
divergence of close trgjectories in the phase space. If
the LCE is zero, the motion is regular, and if it is non-
zero, the motion ischaotic. In the case of aHamiltonian
system with N degrees of freedom, the trajectory is
characterized by N pairs of exponents; in each pair, the
exponents are equal in magnitude but have opposite
signs. To determine the character of motion, it suffices
to calculate the maxima LCE (MLCE). The motion of
the system is unpredictable on the time interval given
by avalue reciprocal of the MLCE.

Benettin et al. have constructed the MLCE as a
function of the energy E of the system with Hamilto-
nian (1) (Fig. 7 in [4]). Analyzing this dependence,
Benettin et al. concluded that it obeyed an exponential
law. Thiswidely known result isincluded in the Licht-
enberg and Liberman’s monograph devoted to nonlin-
ear and chaotic dynamics (Fig. 5.8in[2]).

It should be noted that this result was obtained from
rather limited numerica data. Benettin et al. con-

structed 28 points in the curve for the entire energy
range studied. According to the estimates presented
below, atimeinterval of t = 2 x 10* time units, where
the authors of [4] carried out integration at each point
for the system with Hamiltonian (1), is insufficient for
obtaining proper asymptotic values for MLCE. In this
work, we construct the curve with a considerably
higher (more than a hundred times) energy resolution.
The corresponding MLCEs are determined for a sub-
stantially longer timeintervals, uptot = 10”. The use of
such times alows the resulting MLCEs to be verified
much more reliably.

In calculating the ML CE, we used two methods: the
method of “shadow trgjectory” (used aso in [4]) and
the so-called HQR method.

The essence of the first method is as follows (for
details, see, e.g., [2, 4, 5]). Let us take two close phase
trajectories, “reference” and “ shadow,” which are sepa-
rated at zero time by d,. The approximation to MLCE
at atimeinterval of n stepsis calculated by the formula

_ 1. di
Ln - nAt_l ndi_l, (2)

where d, is the distance between the reference and
shadow trgjectories at the ith step and At is the time
step. When calculating, it is necessary to periodically
renormalize the distance between the reference and
shadow trajectories, in order that it be relatively small.

Wetaketheinitia values of three variablesto bethe
samefor al energies: q; =0, g, =—0.15,and p, = 0. The
value of p, for a given energy E is determined from
Eqg. (1). Asin[1, 4], we set p; = 0. The shadow tragjec-
tory isinitialy displaced by d, = 10~ along the g, vari-
able from the reference trgjectory. The iteration step is
At = 0.1. The magnitude of the vector of displacement
from the reference to the shadow trajectory isrenormal-
ized at each iteration. Energy is varied from 0.0841 to
0.1666 (i.e., up to thelimiting value E = 1/6) with astep
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of 2 x 10-°. Below the chosen minimal E value, the cha-
otic region becomes too narrow to be detected; the
maximal valueis chosen from the consideration that, at
higher energies, the motion ceasesto be oscillatory. The
eguations of motion were solved using the Dorman—
Prince integrator [6] implementing the eighth-order
Runge—Kutta method.

The ML CE was calculated four times for the same
set of initial dataand thetimeintervalst = 104, 10°, 106,
and 10’. Dueto theincreasein t, the chaotic and regular
orbits can be separated, so that one can assure whether
the computation time is sufficient for determining the
exact MLCE values or not: the current MLCE value
must flatten out and not change with increasing compu-
tation time. Our numerical simulation indicates that the
flattening time ist = 10°-10’. This time increases with
adecrease in energy (Fig. 1).

The log-og plot of the calculated MLCE L against
energy E, as abtained for the maximal integration time
t = 107, is shown in Fig. 2. The graph of a power law
L O E* approximating the uppermost data at the section
where the observed dependence is linear is also shown
(in logarithmic coordinates, it isastraight line logL =
alogE + ). The choice of the section and the * upper-
most” curve were guides to the eye and, hence, are
approximate. For t = 104, 10°, 106, and 107, we found
a=27,30,34,and 3.6 and = 1.26, 1.46, 1.78, and
1.95, respectively. The approximation was made for the
uppermost (rather than average) val ues, because the so-
caled “stickness effect” strongly influences the
observed dependence. Chaotic motion in Hamiltonian
dynamics is characterized by Hamiltonian intermit-
tence[7]: atrgjectory may adhere for along timeto the
boundaries of the chaotic region, where the motion is
close to regular. In this case, the local LCEs are small,
rendering the estimates of the resulting L CEs incorrect
[7]. In Fig. 2, the stickness effect shows as downward
spikes in the curve. A fine structure is also seen in the
curve. It is caused by the absorption of the chaotic lay-
ers of marginal resonances by the main chaotic region
as the energy increases.

The approximate exponential function L =
0.0034exp(22E) of Benettin et al. [4] isaso drawn in
Fig. 2. One can see that it satisfactorily describes the
real dependence only at high energies.

We also calculated the MLCE by the HQR method
suggested by von Bremen et al. [8]. This method allows
the calculation of the entire LCE spectrum. It is based
on the QR expansion of the tangential mapping matrix
using the Hausholder transformation (thisisreflectedin
the name of the method). The base algorithms were
implemented in [9]. We use a modernized algorithm
[10] that differsfrom [9] in that the tangential mapping
matrix is cal culated by the joint integration of theinitial
system and the system of variational equations.

With the Hénon—Heiles system, the second element
of the Lyapunov spectrum must be zero, because the
JETP LETTERS  Vol. 77
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Fig. 1. Timedependence of the current ML CE valuefor sys-
tem (1) at various energies; logk = (a) —1.025, (b) —0.975,
(c) —0.925, (d) —0.875, (e) —0.825, and (f) —0.780.

3+

4k

—1.075I I—II.OI I—0.|925I I—0.I850I I—0.775
log E

Fig. 2. Energy dependence of MLCE. The solid line is the
power-law approximation, and the dashed line is the func-
tion of Benettin et al. [4].

system has two degrees of freedom and is autonomous.
As the computation time increases, the MLCE vs.
energy curve stabilizes, whereas the curve for the
energy dependence of the second el ement (nearly ahor-
izontal line) moves down and tends asymptotically to
the zero level. The energy dependence of the LCE
obtained by the HQR method for the maximal integra-
tion time t = 107 is shown in Fig. 3. The initia condi-
tions are the same as used above in the calculations by
the shadow trajectory method. Asin Fig. 2, the power-
law approximation is also shown in Fig. 3. For t = 104,
10°, 105, and 107, onehasa = 2.75, 3.1, 3.5, and 3.6 and
B=1.32,1.55, 1.88, and 1.90, respectively.
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Fig. 3. Energy dependence of the LCE spectrum. A power-
law approximation to the ML CE is shown.

Thea and 3 dependences on theintegration time are
shown in Fig. 4 for both computational methods. The
HQR data distinctly demonstrate the flattening out at
large integration times. For the shadow-trgjectory data,
this tendency is less pronounced. However, the HQR
method is, undoubtedly, more accurate. For this reason,
the values a = 3.6 and 3 = 1.9 can be considered accu-
rateto 0.1.

Let us consider whether the character of the MLCE
vs. energy dependence changes upon the generalization
of Hamiltonian (1). The genera system with the Hamil-
tonian

H = 1, 2 2, 2, 2 2 13

= E(p1+ P>+ i +0p) +EQ1Q2_§Q2 (©)
coincides with the Hénon-Heiles system (1) at € = 1,
and it is close to the integrable system at the € values
close to zero [3]. Figure 5 presents the shadow-tragjec-
tory (t = 10°) ML CE energy dependencefor € = 0.5, 0.8,
and 1.0. One can see from the figure that, as €
decreases, the curve moves down in parallel to itself.
Hence, the character of the dependenceis retained and
expressed as a power law logL = alogE + 3 with the
same coefficient a = 3.4. One can assume that, as t
increases, the ultimate o value would be 3.6, asin the
case of Hamiltonian (1). The parameter (3 for the curves
inFig. 5isequal to 1.78, 1.45, and 1.18.

Apart from the L CE, therelative measure u of acha-
otic component in the phase space, when determined, is
an important characteristic of the chaotic motion.
Hénon and Heiles [1] caculated the relative area I =
1 — p occupied by the regular trgjectories of a system
with Hamiltonian (1) at the (q,, p,) surface of section
for g; = 0 and afixed E (for agiven E, p, can be found
from Eq. (1); only the values p, = 0 are used). The
resulting energy dependence of thisareais presented in
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Fig. 4. The calculated a and B values as functions of the
integration time. Crosses are for the shadow-trajectory
method, and circles are for the HQR method.

Fig. 7 in [1]. This graph has received wide acceptance
and, in particular, ispresented in[11]. Asfor the energy
dependence of the MLCE [4], it was constructed using
rather limited numerical data. In thiswork, we usethree
independent methods for calculating .

The first one was proposed by Hénon and Heilesin
[1]. The essence of this method is as follows. On the
surface of a certain phase-space section, the initial val-
ues of the variables (q,, p,) are fixed, whereupon the
equations of motion are integrated for two close (refer-
ence and shadow) trajectories. The separation between
themiscalculated at thefinal point of integration. If the
initial data correspond to the chaotic component, the
separation between the reference and shadow trajecto-
ries increases exponentially with time. No exponential

log L
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Fig. 5. Energy dependence of ML CE for asystem with gen-
eralized Hamiltonian (3); € = (crosses) 0.5, (circles) 0.8, and
(points) 1.
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increase occurs for the regular trgjectory. Therefore,
one can distinguish between the chaotic and regul ar tra-
jectories. Theinitial data grid is specified, and then the
relative measure of the chaotic region is determined
from the relative number of the chaotic trajectories on
the grid.

The initial conditions are taken as follows: q; = 0
and g, and p, are specified on a uniform rectangular
grid g, O [-0.6, 1.1] and p, O [-0.7, 0.7]; p, is deter-
mined by Eq. (1) for given q;, O, p,, and E. Asin the
case of ML CE, the shadow trajectory is shifted by 10~
along the g, coordinate from thereferencetrajectory. To
separate the chaotic and regular trgjectories, the distri-
bution of distances between the final phase-trgjectory
points is constructed. The separation criterion is deter-
mined from the analysis of mode distribution. A similar
procedure, athough for the MLCE, was applied in [5].
Therelative area |1 occupied by the chaotic component
in the section is determined from the formulap = ny,/n,
where ng, isthe number of grid points corresponding to
the chaotic trgjectories and n is the number of al grid
points accessible to the motion.

The second method is different from the first onein
that not the final distances between the trajectories but
the MLCEs are calculated on the sameinitial datagrid.
The MLCEs are calculated by the shadow-trajectory
method. The MLCE distribution is constructed first.
The chaotic and regular trajectories are separated as a
result of the mode analysis of MLCE distribution (for
details, see [5]), and the value u = ny,/n is calculated.

The third method is a “single trajectory” method.
The surface of the phase-space section is divided into
identical rectangular meshes. Then theinitial datafor a
chaotic trgjectory are specified at the section and the
trajectory is integrated over a sufficiently long time
interval. When integrating, the number of grid meshes
intersected by the trgjectory is tallied. The ratio of the
number of these meshes to their total amount in the
region accessible to motion gives the relative area of
chaotic component. This method was first applied by
B.V. Chirikov [12] in the analysis of the phase space of
standard mapping.

The calculations by thefirst, second, and third meth-
ods were carried out on grids containing, respectively,
200 x 200, 50 x 50, and 400 x 400 meshes; the trgjec-
tories were integrated, respectively, on the time inter-
valst =108, t = 104 and t = 108. In the | atter case, there
was a single trajectory, whereas in the first two cases
the number of trajectories was equal to the number of
grid meshes.

The areas {1 calculated for the regular component
by the three methods are shown in Fig. 6. One can see
that the Hénon—Heiles method overestimates [i as
compared to the MLCE distribution analysis and the
single-trajectory method. The data obtained by thethird
method seem to be most accurate, because this method
allows the finest phase-space subdivision. The energy
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Fig. 6. Relative measure of the phase-space regular compo-
nent of system (1) asafunction of energy. The points corre-
spond to the calculations by the first method, the circles are
for the second method, and the crosses are for the third
method. The data from [1] are drawn as triangles, and the
linear approximation [4] to these data is shown by the
dashed line.
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Fig. 7. Relative measure of the phase-space chaotic compo-
nent of system (1) as afunction of energy.

dependence obtained by this method for the relative
measure of the chaotic component is presented in
Fig. 7.

In Fig. 6, the data from [1] are additionaly pre-
sented together with the linear approximating function
i = 1-17.6(E — 0.11) used, on the basis of these data,
by Benettin et al. [4] in their calculations for 0.11 < E
< 1/6. These data strongly deviate from the real |1 val-
ues (sometimes more than twofold).

Using the available numerical data on the MLCE
and on the relative area of chaotic component, we can
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Fig. 8. Energy dependence of the dynamic entropy of sys-
tem (1). Exponential approximation. The Benettin et al.
dependence [4] is aso shown (dashed line).

calculate the energy dependence of the dynamic
entropy of the system. This dependence was obtained
by Benettin et al. in [4]. According to [4], the dynamic
entropy is calculated by the formulah = L.

To caculate the dynamic entropy, we used the
MLCE vaues caculated by the shadow-trgectory
method with the maximal integration time interval t =
107 (the result virtually does not change for the HQR
data). The values used for p were obtained by the sin-
gle-trgjectory method, because they are most reliable.
The resulting dependence and its exponential approxi-
mation h = h, + Aexp(kE), withh, =—0.046 £ 0.003, A =
0.0067 = 0.0008, and k = 19.36 + 0.66, is shown in
Fig. 8. The parameters are given with their standard
errors. The obtained dependence is a so approximated
well by the function h = AEX/(B* + E¥), with A=0.190 +
0.006, B=0.157+0.001, and k= 7.97 £ 0.15. The prox-
imity of k to an integer number is noteworthy; i.e., we
dedl, in fact, with a rational function. The correlation
coefficient isR= 0.998 for the exponential approxima-
tion and R=0.999 isfor the approximation by arational
function. In Fig. 8, the Benettin et al. [4] function h =
0.060(E — 0.11)exp(22E) is additionally presented for
0.11 < E < 1/6. One can see that it describes the real
dependence only at high E values.

In summary, the analysis of the energy dependence
constructed for the MLCE of the Hénon—Heiles prob-

SHEVCHENKO, MEL’NIKOV

lem by two (shadow-trgjectory and HQR) methods has
shown that this dependence is not exponential and is
close to a power law with an exponent of =3.6. For the
generalized Hamiltonian (3) with € = 0.5, 0.8, and 1.0,
the dependences also obey a power law with nearly the
same exponent. The energy dependence constructed in
this work for the measure of chaotic component by
three independent methods also refines, to a large
degree, the hitherto accepted positions; the difference
with the previous estimates of u reaches 100% or
greater. This dependence has discontinuities and is not
described by a simple approximating function.
Although the energy dependence of dynamic entropy,
in agreement with [4], can be described by the expo-
nential function, it can aso be well and even better
described by arational function.

We are grateful to V.V. Kouprianov for discussions
and consultations. Thiswork was supported by the Rus-
sian Foundation for Basic Research, project no. 03-02-
17356.
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We present analytical and numerical studies of a new electron plasma wave interaction mechanism, which
revealstrapping of Langmuir waves in ion holes associated with nonisothermal ion distribution functions. This
Langmuir ion hole interaction is a unique kinetic phenomenon governed by two second nonlinear differential
equations in which the Langmuir wave electric field and ion hole potential are coupled in a complex fashion.
Numerical analyses of our nonlinearly coupled differential equations exhibit trapping of localized Langmuir
wave envelops in the ion hole, which is either standing or moving with sub- or super ion thermal speed. The
resulting ambipolar potential of the ion hole is essentialy negative, giving rise to bipolar slow electric fields.
The present investigation thus offers a new Langmuir wave contraction scenario that has not been rigorously
explored in plasma physics. © 2003 MAIK “ Nauka/Interperiodica” .

PACS numbers: 52.35.Hr

More than three decades ago, Hasegawa [1], Karp-
man [2, 3], and Zakharov [4] presented an elegant
description of strong electromagnetic and Langmuir
wave turbulence in which high-frequency photons and
plasmons interact nonlinearly with low-frequency ion-
acoustic waves viathe ponderomotive force arising due
to the spatial gradient of the high-frequency wave
intensity. This nonlinear interaction is typicaly
described by the two-fluid and Poisson—-Maxwell equa-
tions, and the governing equations admit the localiza-
tion of photon and plasmon wave packets, leading to
the formation of envelope light and Langmuir wave
solitons (also called cavitons) [5-8]. Thelatter are com-
posed of electron/ion density depression, which traps
photon and Langmuir wave envelops. Moreover,
Yan'kov [9] studied the response of kinetic untrapped
ions in the Langmuir envelope soliton theory and pre-
dicted the formation of sub ion thermal small-ampli-
tude negative potential wells in plasmas. On the other
hand, Mokhov and Chukbar [10] found a Langmuir
envelope soliton accompanied by a small-amplitude
negative potential well created by alocalized Langmuir
wave electric field in a quasineutral plasma with
nonisothermal ions whose temperature is much smaller
than the electron thermal temperature. In two and three
dimensions, one encounters photon self-focusing,
Langmuir wave collapse [4, 11]. The formation of cav-
itons has been observed in the ionosphere [12], as well
asin severa laboratory experiments [13-15].

In this letter, we present for the first time a new
Langmuir turbulent state in the presence of ion phase-
space vortices [16—19] that are associated with density
holes and bipolar electric fields in collisionless plas-
mas. lon phase-space vortices are natural products of

TThis article was submitted by the authorsin English.

ion-beam driven two-stream instabilities, and they play
a very important role in laboratory experiments [20—
22], as well as in the near-Earth plasma environment
[23-25]. They are described by a wide class of Bern-
stein—-Greene—Kruskal solutions to the Vlasov—Poisson
equations. In the following, we show that nonlinearly
coupled Langmuir waves and fully nonlinear ions holes
admit anew class of solutions. Specifically, we demon-
strate the existence of standing and sub ion thermal ion
holes that trap Langmuir wave envel opes.

We consider an unmagnetized electron-ion plasma
inthe presence of Langmuir waves and large-amplitude
ion holes. At equilibrium, we have ng = nig = ny, where
N is the unperturbed number density of the particle
species | (j equals e for electrons and i for ions). The
Langmuir wave frequency is = (b, + 3k2V7,)Y2,
where w,, = (4mMem,)Y2 is the electron plasma fre-
guency, n, is the number density of electrons, e is the
magnitude of the electron charge, m, is the electron
mass, k is the wavenumber, V4, = (T./m.)¥? is the elec-
tron thermal speed, and T, is the electron temperature.
Large-amplitude Langmuir waves interacting nonlin-
early with ion holes generate a Langmuir wave enve-
lope whose electric field E evolves slowly (in compari-

son with the electron plasmawave period) according to
the nonlinear Schrodinger equation

iln 2 0°E

2iw [Q + Vga_ﬂE + 3VTe&

Lot

+ wﬁ%[—E—EE = 0,

(D)
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where w, = (41,e¥/m,)Y2 is the unperturbed electron
Wy €M

plasma frequency and v, = 3kV$e/(op is the group
velocity of the Langmuir waves. We note that (1) is
derived by combining the electron continuity and
momentum equations, as well as by using Poisson’s
equation with fixed ions, and by retaining the arbitrarily
large electron number density variation n, associated
with ion holes in the presence of the Langmuir wave
ponderomotive force. Assuming that the phase speed of
ion holes is much smaller than the electron thermal
speed, we readily obtain from the inertialess electron
equation of motion the electron number density in the
presence of the ponderomotive force of Langmuir
waves. Theresult is

Ne = Noexp[T(®—W?)], )

where T = TJ/T;, T; is the ion temperature, ¢ = ed/T;,

= |EP/16mn, T;, and ¢ isthe electrostatic potential of
the ion hole. We note that the W term in Eq. (2) comes
from the averaging of the nonlinear term muw, - [Vpe
over the Langmuir wave period 21w, where vy, =
—-XieE/mywy, is the electron quiver velocity in the
Langmuir wave electric field.

If the potential has a maximum @, > 0, then there
exist in genera trapped ions where @ < @, While at
the point where @ = @, there are no trapped ions. Sim-
ilar to Schamel [16], we chose at this point a displaced
Maxwellian distribution for the free ions. The ion dis-
tribution function associated with ion holes can then be
obtained by solving the ion Vlasov equation for free
and trapped ions, which have speeds larger and smaller
than [2(Qra — P)] Y2, respectively. The electric potential
will turn out to be essentially negative, with only a
small-amplitude positive maximum @, compared to
the large-amplitude negative potential well with a min-
imum at @, = —y. Thus, the potential is restricted by
- < O < @, Where ) playstherole of the amplitude.
Integrating the sum of the free and trapped ion distribu-
tion functions over velocity space, we obtain the ion
number density [17]

2

M2
n = nobexpg—7g[l((pmax—(p)+ng?,@max—%

©)
2 },
N of

where M = V/V5, isthe Mach number, Vistheion hole
speed, V4 = (T;/m)¥2 is the ion thermal speed, m is
the ion mass, and a is a (negative) parameter which
determines the number of trapped ions. The normal-
ization constant b is chosen so that when ¢ = 0, the
total density of ions is n,. Furthermore, we have

denoted [17] 1(x) = exp()[L — erf(J/X)], KX y) =

(P — @rax)
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2/ J‘: 2, JxcosBexp(=ytan’ ¢+ xcos?8)erf(./x cosB)db,

and the Dawson integral Wp(X) = exp(—xz)Jz exp(tz) dt.

A plateau in the resonant region is given by a = 0, and
o < 0 correspondsto avortexlike excavated trapped ion
distribution. For positive o, we use [26] W(iX) =

i(J/Tt/2)exp(@)erf(x) (Wherei = /1) and replace the
term (2/ /T o )Wp[ /o (O — @) ] in Eq. (3) with

(Vo )exp[-0(@ — @ra]erf /=0 (@ — Ga) ]; We note
especially that M = 0, a = 1 leads to a Boltzmann dis-
tribution n; = ngexp(—) for the ion density. The Lang-
muir wave ponderomotive force acting on ions is
weaker by the electron to ion mass ratio in comparison
with that acting on electrons, and, therefore, it is
ignored in Eq. (3). The electron ponderomotive forceis
transmitted to ions viathe ambipolar potential ¢, which
is determined from Poisson’s equation

0 0’ _ n;
w2 29 = e I 4
9 Ng No @)

where Ap, = (T /4T,e?) Y2 is the electron Debye length.

We are interested in quasi-steady-state solutions of
Egs. (1)—<4), which are fully nonlinear. We insert E(X,
t) = W(E)exp{i[X(x) + T(1)]} and @(x) = (&), where§ =
x —Vt and W(X), X(X), T(X) are assumed to be real, into
Egs. (1)—(4) and obtain the coupled set of the nonlinear
equations

3‘%’"-@ 1)W—Wexp[t(9-WA)] = 0, (5)
and
r——Hexp[r(cp W>]+bexpD—2%

o8’
<[15 (o- 0o K (- gl ©

2 -
= Wol /a0 ) | =

where & is normalized by Ape and A = 2c0; (dT/dt) —

3K2A5e (1 — V2/v) represents a nonlinear frequency
shift. The system of Egs. (5) and (6) admits the first
integral in the form of a Hamiltonian

2
T
H(W, @, A, M) = 35%‘2’% zgggg
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- (A - DW + 2 explt(@- W) -1}
@
+bepd zm[P(cpmax 0.0)

+hEM 0, G — (;E—l}HO =0,

where in the unperturbed state (|§| = ») we have used
the boundary conditions W = 0, ¢ = 0, d0W/0& = 0,
0@a¢ = 0. The constant Hy is chosen so that H = 0 at
|&] = oo. The auxiliary functions are defined as P(x y) =

1) + 2J/XIT(L = y ) + (2y /Tyl )Wp(~/—xy) and
h(x, a, b) = ﬁK (x, y)dy.

Because we are interested in symmetric solutions

defined by W(&) = W(-<) and ¢(§) = <P(—E) the appro-
priate boundary conditionsat & = 0 are W =W, @=—,

0W/0¢€ =0, and dq@/0€ = 0. Hence, from Eqg. (7) we have

(N~ W5 - 2{ exp[1(~ ~W3) ~ 1]

~bexplt- “g S P(@rec+ ) ®

nl -
+hD210!(pmax+q'H_li|_HO - 01

which shows how the maximum values of W, and § are
related to M, @, and A for given valuesof T and a. A
practical application of the Hamiltonian (7) isto check
the correctness of any numerical scheme used to solve
Egs. (5) and (6), while Eq. (8) depicts the parameter
regimes for the existence of trapped plasmons in ion
holes.

In the absence of the Langmuir waves, ion holes are
governed by the energy integral [27]

SEE ~wem) = 0 ©)

where the Sagdeev potential for our purposes with
Qmex = 01is[17]

DN

Y(@ M) = T (eplrel -3 +ep(ly
(10)

M 0
x [P(—(p, a) + hito-, 0,—¢5 - 1} o
Equation (9), whichisobtained from Eq. (7) in thelimit
of vanishing Langmuir wave electric fields, determines
the profile of ion holes. The latter exist provided that
W(p) is negative between zero and +¢,. Multivalued
solutions of W(0) are ensured provided that 9°W/0%@ =
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Fig. 1. lon holes without Langmuir waves (W = 0) for dif-
ferent Mach numbers M witht =0.1and a =-1.0.

0, while at @ = @,(—@), we must have 0¥/d@ > 0 (<0).
The condition W(q@,, M) = 0 gives arelation between ¢,
and M for given values of a and t. It turns out that ion
holes without Langmuir waves have only a negative
potential, as presumed earlier.

We have carried out numerical studies of the equa-
tions governing ion holes with and without Langmuir
wavesfor t=0.1and a =-1.0. First, we consider small-
amplitude Langmuir waves which are not strong
enough to modify theion hole but which can belinearly
trapped in the density well of the hole. Accordingly, for
W2 < 1, Eq. (5) turnsinto alinear eigenvalue problem
of the form 3(d®W/d&?) + [1 — exp(g) — A]W = 0, with
the eigenvalue A and the corresponding eigenfunction
W, and where @ is obtained by assuming W = 0 in the
solution of Eq. (6) (seethe numerical solution of Eq. (6)
in the form of ion density profiles and the associated
ambipolar potentials, respectively, in the upper and
lower panels of Fig. 1). The eigenvalue problem will
have a continuous spectrum for A < 0, corresponding to
“free particles’ (in the language of quantum mechan-
ics), and a point spectrum for A > 0, corresponding to
“trapped particles” We have numericaly investigated
the cases corresponding to four different Mach num-
bers displayed in Fig. 1 and found the corresponding
positive eigenvalues listed in the second column of the
table below, where each eigenvalue A is associated with
a bell-shaped eigenfunction W. Only one positive
eigenvalue was found for each case, and thus these
cases only admit the ground states for waves to be lin-
early trapped.

Next, we studied the presence of finite-amplitude
Langmuir wavesin theion hole, in which the fully non-
linear system of equations (5) and (6) has to be solved
numerically. The numerical solutionsreveal that theion
hole deegpened and widened, allowing the eigenvalue A
to be larger. We investigated the specia case with a
nonlinear shift of 0.1 of A aslisted in the fourth column
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Table
Small amplitude problem Finite amplitude problem

M A M A
14 0.0013 14 0.1013
0.9 0.0463 0.9 0.1463
0.7 0.0772 0.7 0.1772
0.0 0.1906 0.0 0.2906

in the table above and found solutions for all cases
except for M = 1.4; the numerical solutions are depicted
in Fig. 2. We can see from Figs. 1 and 2 that the pres-
ence of trapped finite-amplitude Langmuir waves
makes theion density depletion both deeper and wider,
and the same holds for the ambipolar potential well.
The deepening of the ambipolar negative potential well
is a feature closely related to the strongly nonisother-
mal trapped ion distribution function. For this case, the
electrostatic potential had small-amplitude maxima
@ax ON the order of =102 on each side of theion hole;
this maximum of the potential increased with increas-
ing M.

In order to investigate the conditionsfor existence of
ion holes in the presence of strong Langmuir fields, we
numerically solved Eq. (8) for Y asafunction of M (see
Fig. 3). We used the same parameterst = 0.1 and a =
-1.0 as above. Here, we assumed the Langmuir field to

Electric field W

Ion density »,/n

Potential ¢

Fig. 2. lon holesin the presence of Langmuir waves for dif-
ferent Mach numbers M with t = 0.1 and a =-1.0.
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be given as an external parameter (say, W, = 0.8) and
with a nonlinear shift that follows A(M) = 0.3-0.14M,
as obtained approximately from the table above. This
slightly overestimates the Langmuir field W, for small
M and dightly underestimates the field for the highest
M (see the upper panel in Fig. 2). We assumed a maxi-
mum potential of @, = 0.003. We found that, for this
set of parameters, the solution had an upper bound M =
1.25 for the existence of localized solutions, which is
clearly smaller than the existence in the absence of the
Langmuir fields. In a more exact mapping of the exist-
ence of ion holes, one needs more carefully to explore
the relationships between different parameters in
Eq. (8), possibly by solving system of equations (5) and
(6) for different cases. Furthermore, the stability of the
time-dependent system is not explored here but could
be studied by direct simulations of the Vlasov—Poisson
system.

It should be stressed that the properties of the
present Langmuir envelope solitons significantly differ
from those based on Zakharov's model [4], which uti-
lizesthe fluid ion response for driven (by the Langmuir
wave ponderomoative force) ion-acoustic perturbations
and yields subsonic density depression accompanied by
a positive localized ambipolar potential structure. Fur-
thermore, consideration of aBoltzmannion density dis-
tribution, viz. n; = ngexp(—p), would correspond to the
case M =0and a =1in Eq. (6). Here, as shown in
Fig. 4, wehavealocalized Langmuir wavedectricfield
envelope trapped in a standing ion density cavity. The
corresponding slow ambipolar potentia is positive and
localized.

In the numerical solutions of Egs. (5) and (6), the
second derivatives were approximated by a second-
order centered difference scheme [28], and the values
of W and ¢ were set to zero at the boundaries of the
computational domain at § = £40. Theresulting nonlin-
ear system of equations was solved iteratively. We used
2000 sampling points to resolve the solution.

In summary, we have presented the first anaytical
and numerical studies of anovel nonlinear plasma state
inwhich the Langmuir wavesinteract with fully nonlin-
ear ion holes. It is found that Langmuir waves have a
dramatic effect on the ion hole in that the formation of
envelope Langmuir solitons (Langmuir waves trapped
in an ion hole) becomes an eigenvalue problem, and
only discrete eigenstates are alowed. Self-trapped
Langmuir waves in an ion hole are found to be either
standing or moving with sub- or super ion thermal
speed. An ion cavity loaded with Langmuir waves is
typically wider and isaccompanied by anegative local-
ized ambipolar potential. Physically, the broadening of
theion hole and the enhancement of negative ambipolar
potential occur because the ponderomotive force of the
Langmuir waves locally expels electrons, which pull
ions along to maintain the local charge neutrality. The
deficit of ionsin plasmas, in turn, produces more nega-
tive potential within the ion hole that is now widened

JETP LETTERS  Vol. 77
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10 15 20

Fig. 3. Numerical solutions of Eq. (8), depicting Y(= —@in)
vs. M for (dashed line) Wy = 0.0 and (solid line) Wy = 0.8,
with A = 0.1 and o = -1.0. We see that the ion hole loaded
with the Langmuir wave electric fields has an upper bound
on the Mach number, which is smaller than that without the
Langmuir wave fields.
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Fig. 4. A Langmuir caviton with a Boltzmann ion distribu-
tionfo-rM=0,A=0.1,1=0.1,anda = 1.0.

and enlarged to trap the localized Langmuir wave elec-
tric field envelope. Hence, the properties of the ion
holes in the presence of Langmuir waves are signifi-
cantly different from ion holes without the Langmuir
waves, or cavitonsinvolving the fluid [2, 3] or a Boltz-
mann ion response. In conclusion, we stress that the
present localized structures are outside the realm of the
two-fluid model, as they involve a trapped ion vortex
state, which can be dealt with within the framework of
a kinetic description only. We have thus solved one of

JETP LETTERS  Vol. 77
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the fundamental problems of nonlinear plasmaphysics,
which has potential applications in space and labora-
tory plasmas that are driven by electron and ion beams.

This work was partially supported by the European
Commission through contract no. HPRN-CT-2001-
00314, as well as by the Deutsche Forschungsgemein-
schaft through the Sonderforschungsbereich 591.
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The effect of ultrastrong magnetic fields generated in arelativistic-intensity subpicosecond laser plasmaon the
acceleration of fast electrons was studied. It is shown that resonance electrons can continuously accumulate
energy from the circularly polarized laser field in the presence of alongitudinal magnetic field. For the linear
polarization and a transverse magnetic field, energy accumulation has a pulse-periodic character, and the elec-
tron trajectories correspond to electron rotation in the Larmor orbit in a quasi-stationary magnetic field, while
the energy strongly oscillates. In both cases, electron energy may attain values higher than 100 MeV for inten-
sities of 10%° W/cm?. © 2003 MAIK “ Nauka/Interperiodica” .

PACS numbers: 52.38.Kd; 52.27.Ny

In the interaction of subpicosecond laser petawatt
pulses with solid targets, a high-energy component
with an energy of up to ~100 MeV was observed in the
spectrum of electrons generated at laser intensities
higher than 10?° W/cm? [1, 2]. The possibility of accel-
erating electrons in the laser electromagnetic field to
energies exceeding, by an order of magnitude, their
oscillation energy was confirmed by the numerical PIC
calculations [2]. Mechanisms such as electron acceler-
ation in the wake-wave field and electron betatron res-
onance in a quasistatic electric and magnetic fields of a
plasma channel are also discussed (see, e.g., review
[3]).

It is shown in this work that electrons can be accel-
erated by alaser wave to energies higher than 100 MeV
in a subpicosecond laser plasma under conditions
where the electron cyclotron frequency

W, = gBJ/mc Q
in a quasistatic magnetic field B is on the order of the
laser frequency w. The scale of the required magnetic
fieldsis given by

B, = mcw/e,,
because
wJ/w = B4/By.

For the laser wavelength A = 1.05 um, one has B, =
107 MG. Magnetic fields in the range 340460 MG
have already been observed in the dense plasmaregion
inthe course of interaction of alaser pulse of aduration
of 0.7-1 ps and intensity | = 10°° W/cm? with a solid
target [4].

Our andysis is based on the equations of motion for
an electron in alaser field and a constant magnetic field,
because el ectron collisions can be neglected at relativis-
tic energies. Circularly and linearly polarized laser
waves are considered. Thedirection of the magnetic field
corresponds to different mechanisms of its generation.

1. Autoresonance in a circularly polarized laser
field. Magnetic-field generation by the interaction of a
subpicosecond circularly polarized laser pulse of rela-
tivistic intensity with dense-plasma electrons was con-
sidered theoretically in [5] for the electron bel ow-criti-
cal density. It follows from [5] that, if alaser pulse of
relativistic intensity | = 10?°° W/cm? propagates in the
self-channeling regime with electron expulsion from
the channel, auniform magnetic field with an induction
of higher than 100 MG is generated in the central
region of the beam. For right-hand polarization of the
laser wave, the direction of a quasistatic magnetic field
coincides with the direction of its wave vector.

The covariant equation of maotion for an electron in
the channel has the form

L
dt
Here, UM is the 4-velocity and T is the “intrinsic” time

(e= —, is the eectron charge). The electromagnetic
field tensor is

_ e
= Spivy, 2
eFu, @

TV U v U v
F = By(e6,—€:6)

©)

2
—TS-E (14 cosp + f5sing),
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Fig. 1. Energy of a resonance electron in the circularly

polarized laser wave with an intensity of 202 W/cm?in a
longitudinal magnetic field.

where ¢ = k¥x, is the wave phase, k* = (w/c)n* is the
wave 4-vector, and £’ = ktel — el kv (e}, = (0, iy),
n* = (1, i) arelinearly independent 4-vectorsand i, are
three-dimensional unit vectors of the coordinate sys-
tem). The tensor FW corresponds to a constant mag-
netic field B; = B4 ; and the electromagnetic wave with
right-hand circular polarization

E, = m—g*)z[ilcosw(t—z/c)+izsinw(t—Z/C)], @)
B, = [isxE|].

Equation (2) has the integral of motion d¢/dt =
const, which relates the electron energy E = mc?y to the
electron longitudinal momentum p..

dp, = dE/c. 5)

Using this integral, Eq. (2) can be solved analytically
[6]. Fromthe solution, it followsthat the energy of elec-
trons, whose initial velocity satisfies the cyclotron
autoresonance condition

Vo1 - @
Yorl——2H = & (6)
increaseswith timet. This can be expressed in the para-
metric form as

3
Y = Yo+kt, t=vor+%-- ©)

The coefficient k depends on the ratio w./w and laser
intensity |:

2 2
_ 0w _ 2mew,
k== _mzcgwl. )
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The dependence (7) can be approximated by the
expression
1/3
v = (9Kt%) =y, ©)
for 1 > 10™ W/cm?, t > 100 fs, and initial electron
energy E, = mc?y, < 5 MeV. This leads to the scaling
law E O 113,

The dependence E(t) (7) for an initially nonrelativ-
istic electron, w, = w, and | = 10° W/cm? is shown in
Fig. 1. In estimates, we assume that the acceleration

timeis determined by the diffraction length L, = Trg /.
For thefocal radiusry=5 um and wavelength A =1 pm
[4], one has L, = 80 um. In the self-channeling regime,
thisvalue can be an order of magnitudelarger. Theelec-
tron tragjectory in the relativistic regime is determined
from the equations

%( = cEWTCOSWT, g%’ = céwtsinwr,
d (10)
Z _Cg2 2.2
el 2{ wT.

From Egs. (7) and (10) it follows that the electron
acquires an energy of 175 MeV during 260 fs on the
length L,. The transverse radius of the orbit does not
exceed 6 um, which corresponds to the focus size.

Asthe electron energy increases in the electric field
of the laser wave, the longitudinal €lectron momentum
(5) increases due to the action of the wave magnetic
field. Since p, = Ev,/c?, the time dependence of thelon-
gitudinal velocity is given by the expression

v, = c(1 — mcZE(Y)).

For the intensity considered, an electron acquires rela
tivistic energy in atime interval shorter than the period
of laser radiation and moves in the longitudinal direc-
tion with avelocity close to the velocity of light. It fol-
lowsfrom Egs. (10) that the electron |eaves the accel er-
ation region at an angle

v =2/EwT=8x 107 rad

to the axis of the laser beam.

It isof interest to estimate the synchrotron radiation
loss for the accelerated ultrarelativistic electron mov-
ing in an ultrastrong magnetic field. The radiation
energy-loss rate for a charged particle is given by the
formula[7]

p = _2€duf
3C3 ﬂjTD ’
With alowance for the T dependence of the 4-velocity
(7) and (10), one gets

_ 2e2€2w2

2_2
30 (1+w'1).

P
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It follows that the integrated |osses during the accelera-
tion time are ~1 keV. Theratio of the lost and acquired
power increases with time but is still rather small:

_P
(dE/dt)

justifying the neglect of the radiation reaction force in
equation of motion (2).

2. Electron acceleration by a linearly polarized
laser wave in the presence of a transver se magnetic
field. Among the possible mechanisms of generating
guasistatic magnetic fields by the interaction of an
ultrastrong subpicosecond laser pulse with a solid tar-
get, thereisaWeibel instability that appears due to the
anisotropic velocity distribution of photoelectrons
formed upon the over-barrier ionization of atomic ions
[8]. According to [8], the magnetic field in the dense
plasmaregion rapidly increasesto reach B,= 70 MG in
a time on the order of the laser period for a linearly
polarized laser radiation at a wavelength of 1 pm with
an intensity of 10 W/cm?. The resulting quasistatic
magnetic field is parallel to the magnetic field of the
laser wave.

In this case, the electromagnetic field tensor has the
form

=2x10°,

mc’
F' = B,(ele;—ehe)) - ?E 4" cosd.
It corresponds to a constant magnetic field B, = B4, and
alinearly polarized electromagnetic wave

E = %oéilcoscb, B, = %)Eizcosq).

The solution to equation of motion (2) can be repre-
sented in the form of acombination of thelinearly inde-
pendent 4-vectors

u' = ugel +uyeh + In" +1,n",

where n* = (1, —i3). The resulting nonlinear system of
differential equationsis

d
d_u'l'l = —Ql;+ Ql, + 20&l ,cosd,
d, _ Q  db _ 2w, dt _1
a - —2U1, dT - C |4) d_[ - C(I3+I4)’ (11)
eB
4|3|4 = C2+ui+u§| Q = m_CS

In this case, du,/dt = 0; i.e., the electron motion along
the magnetic field proceeds with a constant velocity
and does not affect the motion in the perpendicular
plane. In the limiting cases Q = 0 and & = 0, the system
of Egs. (11) gives the proper analytic expressions for
the electron motionsin the field of alinearly polarized
wave and in a uniform magnetic field, respectively.
JETP LETTERS  Vol. 77
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Fig. 2. (a) Electron kinetic energy and (b) trajectory inalin-
early polarized laser wave with Q = w and an intensity of
10%° W/cm? in atransverse magnetic field.

In the general case, this system of equations can be
solved only numerically. In the calculations, the energy
K(t) = mc?(dt/dt — 1) acquired by an electron during a
laser pulse of duration 1 ps was determined. It was
assumed for definiteness that the initial electron veloc-
ity was zero and that the laser wavelength was A =
1.05um. The solution showed strong oscillations
(Fig. 24), and its validity was checked by comparison
with the solutions by three methods: the Bulirsch-Stoer
method for smooth solutions, the variable-step Runge-
Kutta method, and the Stiff method for rigid systems.

It is seen from Fig. 2a that an electron undergoes
impulsive transitions between “levels’ with certain
mean energies. Analysis of the time dependence of the
electron velocity for relativistic intensities and different
values of Q indicatesthat this mean energy corresponds
to the electron motion in aconstant magnetic field B, in
a circular orbit with the relativistic Larmor frequency
|QJy and velocity close to c. The energy oscillations
reach aminimum when the electron vel ocity isin oppo-
sition to the wave vector, because the phase of the elec-
tromagnetic wave in the electron trgjectory changes
most rapidly in this case. When the electron velocity is



656

aligned with the wave vector, the phase changes rela
tively slowly. If, simultaneously, the el ectron is brought
into the accel eration phase where the projections of its
velacity onto the longitudinal and transverse directions
are aligned with the corresponding projections of elec-
tromagnetic force, it acquires a portion of energy and
moves to a new circular orbit with large radius
(Fig. 2b). Inthe general case, an electron can acquire or
lose a considerable portion of energy, on the order of
severd tens of MeV, in atime interval shorter than the
Larmor period. During the time of quasistationary
phase, an electron can either acquire or lose amost the
same energy portions, so that its energy changes only
dightly.

Interestingly, the electron trgjectory is determined
by the constant magnetic field, although it isan order of
magnitude lower than the electric field of the laser
wave. According to [9], this occurs if the condition
Byy? > E, is fulfilled for the relativistic electron ener-
gies. The perturbative analysis of the electron accelera-
tion mechanism at nonrelativistic intensities in atrans-
verse magnetic field is presented in works [9] and [10].
According to the classification of the latter work, the
impulsive electron-energy changes correspond to the
scattering from the resonance.

The above mechanism accounts for the electron
acceleration in the case where Q deviates appreciably
from w. For instance, if Q = 0.05w and intensity | =
10?%° W/cm?, the electron energy attains 170 MeV in
350 fs. The corresponding transverse size of the accel-
eration region is 8 um, and the longitudina size is
100 pm. If Q = wand thewave magneticfield isaligned
with the constant magnetic field at zero time, the elec-
tron energy reaches ~105 MeV in ~530 fs (Fig. 2a). It
is only required that the focus diameter exceed the
diameter (33 um) of the preceding orbit. The oscilla-
tions of electron energy and the dependence of their
dynamics on the initial conditions provide continuous
energies, with which electrons leave the focal region.

In summary, ultrastrong magnetic fields generated
in dense laser plasma at relativistic intensities have a

BELYAEV et al.

deciding action on the trgjectory of an accelerated elec-
tron. In acircularly polarized laser field and in alongi-
tudinal magnetic field, resonance electrons can contin-
uously accumulate energy. If the resonance electrons
uniformly occupy the focal region, more than 50% of
them accumulate an energy higher than 100 MeV at an
intensity of 10%° W/cm? and move forward at an angle
less than 0.1 rad. For the linear polarization and trans-
verse magnetic field, energy isacquired in the impul se-
periodic character. The mean electron trgjectory corre-
sponds to the rotation in the Larmor orbit in aguasista-
tionary magnetic field, and energy strongly oscillates.
For the indicated intensity, the upper bound for the
€l ectron spectrum can also exceed 100 MeV.

We are grateful to V.P. Krainov for discussions.
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The intriguing problem of the “missing” MHD integrals of motion is solved in this paper; i.e., analogues of the
Ertel, helicity, and vorticity invariants are obtained. The two latter have been discussed earlier in the literature
only for specific cases, and the Ertel invariant is presented for the first time. The set of ideal MHD invariants
obtained appears to be complete: to each hydrodynamic invariant corresponds its MHD generalization. These
additional invariants are found by means of the fluid velocity decomposition based on its representation interms
of generalized potentials. This representation follows from the discussed variational principle in Hamiltonian
(canonical) variables, and it naturally decomposes the vel ocity field into the sum of “ hydrodynamic” and “mag-
netic’ parts. The “missing” local invariants are expressed in terms of the “hydrodynamic” part of the velocity
and therefore depend on the (nonunique) velocity decomposition; i.e., they are gauge-dependent. Neverthel ess,
the corresponding conserved integral quantities can be made decomposition-independent by the appropriate
choice of theinitia conditions for the generalized potentials. It is aso shown that the Weber transformation of
MHD equations (partia integration of the MHD equations) leads to the velacity representation coinciding with
that following from the variational principle with constraints. The necessity of exploiting the complete form of
the velocity representation in order to deal with general-type MHD flows (nonbarotropic, rotational, and with
all possible types of breaks aswell) in terms of single-valued potentialsis also under discussion. The new basic
invariants found allow one to widen the set of the local invariants on the basis of the well-known recursion pro-

cedure. © 2003 MAIK “ Nauka/Interperiodica” .
PACS numbers: 47.65.+a; 47.10.+g

The fact that in dissipation-free hydrodynamics
there exist vorticity, helicity, and Ertel invariants makes
it evident that corresponding anal ogues haveto exist for
the ideal MHD as well. But in spite of the fact that for
the dissipation-free MHD flows there exist additional
topologica invariants, namely, magnetic helicity and
cross-hdlicity, introduced by Moffatt [1], the analogues
of the vorticity and helicity invariants have not yet been
discussed with the necessary completeness (cf., for
instance, the recent review [2]). Related quantitieswere
mentioned for the specific cases of symmetric flowsin
[3-5], while the vorticity and helicity invariants for
incompressible flows were obtained in [6, 7]. A com-
plete discussion of the generalized vorticity and helicity
invariantsfor the compressible MHD flows without any
restrictions relating to the flow symmetry and an intro-
duction of the generalized Ertel invariant will be pre-
sented below (see also [8]). Note here that these gener-
alized invariants cannot be expressed in terms of the
conventional Euler variables (the velocity, pressure,
entropy, magnetic field, etc.)—their definition involves
the specific decomposition of the velocity, whichis nat-
ural in terms of the Weber transformation (or in terms

TThis article was submitted by the author in English.

of the Clebsch representation) and involves subsidiary
fields. Suppose this fact was the main obstacle in their
derivation. The necessary subsidiary fields are related
to the specific symmetry of the MHD equations. This
symmetry is naturally expressed in terms of the
Lagrange variables labeling the fluid particles: the cor-
responding symmetry group consists in relabeling
(cf.[2] and references therein). In the Hamiltonian
approach, these Lagrange labels are generalized coor-
dinates, and the velocity field is expressed in terms of
their gradients multiplied by conjugate momenta
constituting a Clebsch-type representation (cf. [9] and
[2, 10]).

For the MHD case, the velocity representation
includes an additional term proportiona to the mag-
netic field originally introduced in [11]. Below, we use
arepresentation that decomposes the velocity field into
two parts, say, a“hydrodynamic” one, which coincides
with the velocity representation for the hydrodynamics,
and a “magnetic” part (the latter vanishes identically
for zero magnetic field). The generalized integrals of
motion are then expressed using the hydrodynamic part
of the velocity representation. Such decomposition of
the velocity is not unique, and the corresponding inte-

0021-3640/03/7712-0657$24.00 © 2003 MAIK “Nauka/Interperiodica’
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grals of motion undergo some changes caused by the
changein the generalized potentials (gauge transforma-
tions). We show that such changes can be eliminated by
an appropriate choice of the initial conditions for the
generalized potentials.

Asit may seem, the velocity representation follow-
ing from the variational principleissomewhat artificial;
we prove its equivalence to that obtained from the gen-
eralization of the Weber transformation (cf. [12, 13])
for the compressible nonbarotropic MHD flows (for the
incompressibleflows, thiswasdonein [6]; for the baro-
tropic case, see[14]).

Based on the additional invariants found, it is possi-
bleto derive awide set of new invariants resulting from
the recursion relations (cf. [15, 16]; see dso [2, 10]).
These sets of invariants are briefly discussed in the
paper as well.

L et us start with the MHD equationsin the Hamilto-
nian form. The dissipation-free MHD flows can be
described in terms of the canonical variables (cf., for
instance, [2]). Here we need the more complete set of
the canonical variables enabling one to describe gen-
eral-type flows. An example of such an approach,
allowing us to deal with discontinuous motion as well,
is presented in [8, 17]. For our case, the appropriate
Hamiltonian density 7€ can be chosen in the form

(P, 9., 019)

., (curlA)’ D
81

2
:p%+ +(M A ),

where p, €, and s denote density, internal energy, and
entropy, respectively; A is the vector potential; and
H = curl A.X The velocity field v is expressed in terms
of the generalized coordinates, 2 = (Q, M), and conju-
gate momenta, % = (P, A)

Q=(d,1,9),

v = V(P ) =v,+ vy,

P =(p, 4, 0), )

) ) (€©)
v, = —p POQ, vy =-—-p [HxM].

Here, subindexes h and M correspond to the “ hydrody-
namic” and “magnetic” parts of the velacity field. The
hydrodynamic part, v,,, corresponds to the generalized
Clebsch representation for the conventional hydrody-
namics (compare, for instance, papers[17-19]), and the
magnetic part, v,,, coincides with the conventional
MHD term if wereplace the divergence-freefield M by
curlS. The latter was first introduced by Zakharov and
Kuznetsov (cf. [11]).

1 The action differs slightly from that proposed in [17]. The main
difference consists in introducing the vector potential for the
magnetic field. Therefore, the canonical pair isA, M instead of
H, S, where S = curlM. We do not deal with the discontinuous
flows and omit the surface term in the action.

KATS

The set of canonical equations

9 = 8HISP, P = 5K/, (4)
or, in explicit form,
p+div(pv) =0, D = w—v?/2, (5)
Dp =0, Am+div(\,Vv) = 0, (6)
Ds =0, o+div(ov) = —pT, @)
A = [vxcurlA] =[A ,
M = ClisTH +curl[vxM], ®

includes mass conservation, entropy transport, and
magnetic field dynamic equations. Here, w and T are
the enthalpy and temperature, dot denotes time deriva-
tive, and D = 9, + (v - ) is the substantial (material)
derivative.

From the velocity representation (Eg. (3) and
Egs. (5)—8)), it strictly follows that the velocity field
satisfies the Euler equation with the magnetic force
taken into account,

pDv = —Op+ (41 [curlH x H], 9)

where p isthe fluid pressure.
Note here that variation of the action

o = [difdr (P02~ )

with respect to A\ leads to the divergence-free condition
for the subsidiary field M, divM = 0. Thisis consistent
with the equation of motion for M, which leads to
0,(divM) = 0. Therefore, supposing that divM =0 holds
for some initial moment, we arrive at the conclusion
that thisis valid for an arbitrary moment. On the other
hand, putting A = 0 in the action leads to vanishing of
the A term in the vector potential equation of motion,
making it gauge-dependent. It proves convenient to
deal with A # 0, which makesit possibleto use different
gauge conditions for the vector potential.

We do not include the subsidiary field A into the set
of the canonical variables but suppose it to be an inde-
pendent variable in the variational principle with the
action defined by Eq. (10), dealing with the extended
Hamiltonian description (cf. [20]). Alternatively, one
can include it into the set of generalized coordinates.
Denoting corresponding conjugate momentum 11, and
adding to the Hamiltonian density (Eg. (1)), the term

TV results in 71, = —3H/SA = —divM, A = 3H/dT, =
v. The subsidiary function v can be expressed in terms

of other variablesasv = 0,A™([v x H] — A) + v, where
A denotes the Laplace operator and v is an arbitrary
solution of the Laplace equation. 11, isalinear function
of t, T, = (o) — (t—to)divM, asfollowsfrom (8). Put-
ting T\ (ty) and divM (t) = divM (tp) = 0, we arrive at the

(10)
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specific case with the a posteriori zero-valued 11,. Note
also that for M(t,) = 0, some generalized invariants
become gauge-independent (see below).

The canonical description introduced for MHD is
equivalent (obvioudy, up to the gauge transformations
of the subsidiary fields) to the conventional description.
Thisfact strictly follows from the generalization of the
Weber transformation. The latter consists in partial
integration of the Euler equation. Suppose that the fluid
particles are labeled by Lagrange markers a = (a;, ay,
az). Then the label of the particle passing through point
r = (X, X, Xg) @ timetis

a = a(r,t), and, consequenty, Da = 0. (11)

The particle paths and velocities are given by the
inverse function

r=r(at), v=Dr(at)=0r/ot|,- g (12)

Representing the equation of motion in the form

Dv, = —aW+T—+[J><h]k,
OX 0%, (13)
h=H 5 - culH
p’ 41’

multiplying it by dx/da;, and performing simple trans-
formations, we have

%0
D%/kaxm— (V12 W)+Ta—+[J h]k ‘(19

Introducing subsidiary fields ¢, o, and M governed by
equations (compare second equationsin (5), (7), (8))

2
—w-L pEPH-_
D¢ = w-=, DEbD T,

M = curl[vxM] +J

we can represent the right-hand side of Eqg. (14) asthe
sum of the substantial derivatives in accordance with
identities:

(15

Tgé = _DE’aSO-I:|

04, [da, plI
9 _ pP0
03 [Dal

[J x h].0x/0a, = D([M x h],0x/0a,)

which makes it possible to integrate the Euler equa-
tion (14):

0% _ 09 , 9s0
~\3a, ~ 0a, " da,p +h> M]kaa " (16)
Db = 0.
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Multiplying this relation by da;/0x; allows one to revert
from Lagrangian, (a, t), to the Eulerian, (r, t), variables,
V=0 —kaak—gDs—[hXM]. (17)

The velocity representation following from the
Weber transformation obviously coincides with the
above-introduced generalized Clebsch representation if
one identifies b with A/p and a with p.. This proves the
above-mentioned equivalence between description of
the general-type magnetohydrodynamic flows in terms
of canonical variables introduced and the conventional
description in Lagrange or Euler variables. Moreover,
this indicates that the velocity representation of the
form of Eq. (3) isthe basic one. The possible reductions
based upon the Darboux (in other words, Pfaff’s) theo-
rem |lead to the restrictions for the motion or, otherwise,
involve non-single-valued functions (cf. [2]).

The decomposition of the velocity in the “ hydrody-
namic” and “magnetic’ parts allows one to obtain
“missing” MHD invariants. Namely, strict but rather
cumbersome calculations show that the generalized
vorticity

o, =curlv, (18

satisfies equation

on = [Ap x Op]/p° +curl [V x o] . (29

For the barotropic flows, ®,/p becomes a frozen-in
field,

D g’;'% Rall EIZHV for p = p(p), (20)
presenting a clear generallzatlon of the hydrodynamic
vorticity for the MHD case. Note that the quantity w/p,
o = curlv, is not afrozen field due to the nonpotential
character of the Lorentz force.

Starting with Eq. (19), one can prove the generaliza-
tion of the Thompson theorem: circulation I" of v;, over
the closed substantial contour 6 lying on the entropy-
constant surface is the integral of mation

Dr EDf(thdI) = 0 for s|, = const. (2D

Anaogously, the pseudoscalar hy, = (v, - @) (gener-
alized helicity) is conserved for the barotropic flows

hH + dIVqH = O, hH = (Vh D’)h),

5 _ (22)
du = hyv+(x -v/2)e,, X =Idp/p-

The corresponding integral-conserved quantity .%,, can

be obtained by integration of h, over substantial vol-

ume V such that onitsboundary the normal component

of the generalized vorticity vanishes, wy,, = 0 (note that
it is sufficient to require fulfillment of the latter condi-
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tion for the initial moment only due to the frozen-in
character of w,/p),

DSy = 0 for (@,[h)|,;, =0, §HEJ’dth. (23)
v

For the incompressible case, the generalized vorticity
and helicity were introduced earlier in the paper [6].

The generalization of the Ertel invariant is repre-
sented by the quantity ag = (@, - [Is)/p following from
the conventional hydrodynamics expression by substi-
tution o}, = curlv;, instead of @ = curlv,

Dog = 0, (24

without any restrictions concerning the flow. Integra-
tion of hz = pag over the substantial volume yields the
following conserved integral:

Je = [drhe, DI =0, (25)
v

Jeinitsstructure is not gauge-invariant, in contrast
to the hydrodynamic case. Let us examine its change

under gauge transformation v, — vy, Vyy — Vy,
with v, + vy, =V, + V. Then

Je—Ie = —J’dZ(n dOsx(vu=vw]).  (26)
v

Now we can proceed in two ways. First, making use of
the identity [[s x X] = curl (sX) —s - curl X and taking
into account that the integral of the first term vanishes

(whichistrivial for aclosed boundary @V and assumes
the necessary decreasing of the integrand for the infi-

nite volume V), we have

Je—Fe = J’dZ(n Hoy—oy))s. (27)
v

From representation (26), it immediately follows that
theintegral Ertel invariant becomes gauge-independent

for the substantial volume V chosen in such away that
its boundary coincides with the entropy-constant sur-
face, s|,;, =const.

The second way is as follows. Substituting into
Eqg. (26) vy —Vvy =—h x (M'=M)], we obtain

$e—9e = J'dZ(n (QOsx[hx(M'=M)]]). (28)
v

Inasmuch asboth M" and M satisfy the second equation
in (8), their difference, M =M'—M, isgoverned by the
corresponding homogeneous equation 9,M = curl[v x

M1, i.e, m = M /pisafrozen-infield. From this prop-
erty, it follows that the vector quantity W = [Os x [h x

KATS

m ]] entering the integrand is afrozen-in field (this can
be proved by strict calculations and also follows from
the recursion relations between different types of
invariants; see, for instance, [2, 10] and Egs. (31), (32)
below). Therefore, if werestrict ourselvesto zeroinitial
condition for thefield M, M-, =0, theinitial value of

W becomes zero, and, consequently, theinitial value of
its normal component on the surface of the substantial

volume AV is zero. But the normal component of the
frozen-in field is invariant of the motion. Thus, we
arrive at the conclusion that condition (n - W) = 0 holds
true for an arbitrary moment, and $¢ becomes gauge-
invariant if weimply zeroinitial conditionsfor the sub-
sidiary field M. Note that this choice does not impose
any constraint on the motion.

There are also other possibilitiesto make ¥ gauge-
independent. For instance, we can restrict ourselves to
a subset of the initial conditions for M such that
M-y, =fH-,, wherefisan arbitrary function. (Then

divM =divM, -, =(Of - H,- ) and, for the particular
choice of f such that (H, -, - [f) = 0, we have divM =

0.) For theseinitial conditions, M and M" are collinear
to H at the initial moment, and therefore the initial
valueof (n - W) iszero, and, consequently, it is zero for
all moments. Thus, we can make the conclusion that the
gauge dependence of the Ertel invariant can be partly
eliminated by appropriate choice of the initial condi-
tions or substantial volumes.

The performed analysis of the additional MHD inte-
grals of motion makes it quite evident that, along with
the well-known MHD integrals of motion (cf. [2]), they
form the basis of the MHD local invariants. Starting
with these invariants, one can obtain a wide set of
invariants by means of recursion relations between dif-
ferent types of invariants. Recall that for hydrody-
namic-type systems there exist four types of local
invariants. By definition they obey the following equa
tions:

Da=0, DI =0 DJ-(J)v=0 (29
DL + (L )v +[(L xcurlv] = 0. (30)

Here, a and | represent the scalar and vector Lagrange
invariants, J is frozen-in field, and L presents Lamb-
type momentum invariant (cf. [16]). The main repre-
sentative of the fourth-type invariants is the fluid den-
sity p; al other p-type invariants can be obtained by
multiplying the local Lagrange invariants by p. The
recursion relations

L'=m, o=(J0L), (31)
J=[LxLY/p, L' =p[IxJ] (32)

allow one to construct new invariants in terms of the
initial ones. The procedure is somewhat different for
the general-type motion and barotropic (or isentropic)
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flows. Let us consider the general case. The basic set of
invariants can be chosen as
s, ag, h = H/p. (33)
Applying recursion relations, wefirst obtain new L -type
invariants, Ly=0s,Lg=[d g. Theseinvariantsallow us
to get new a-type,
ap = (hM)s, ag’ = (hMae, (34
and J-type, J' = [0s x [@ g]/p, invariants. The first
invariant in Eq. (34) was obtained in [21]. It is evident
that invariants ap and oz are members of the infinite
sets of (monomial) invariants
a = g"s, a™ =F"a,, m=01,.., (35
where @ = (h - 0). The first set was discussed in [2],
and the second is the new one together with the gener-
alized Ertel invariant a. The more general set of the
scalar invariants can be represented by expression o; =

f(al™}, {ai™1), where f is an arbitrary function.
Notethat the set { o} isclosed relativeto the operation 9.

We can proceed further constructing new scalar
invariants by applying operation %, = (J' - ) tothe sca
lar invariants obtained at the previous step and obtain-
ing new L - and J-typeinvariants. The problemsrelating
to the complete set of the local invariants, their gauge
invariance, and specific types of flowswill be discussed
further.

The results obtained can be summarized as follows.
First, the variant of introducing the canonical descrip-
tion of the MHD flows by means of the variational prin-
cipleis presented. It is shown that in order to describe
general-type MHD flows it is necessary to use in the
generalized Clebsch-type representation for the fluid
velocity field the vector Clebsch variables (the
Lagrange markers and conjugate momenta) along with
the entropy term (compare papers [18, 19] describing
hydrodynamic case) and the conventional magnetic
term. This complete representation allows one to deal
with general-type MHD flows, including all types of
breaks (see [17]). Second, the generalization of the
Weber transformation for the MHD flows s performed.
Third, the equival ence between the vel ocity representa-
tions, following, respectively, from the Weber transfor-
mation, and that introduced by means of the variational
principleis proved. Fourth, the generalized Ertel invari-
ant for MHD flowsisfound. Fifth, the generalized vor-
ticity and helicity invariants for the compressible baro-
tropic MHD flows are obtained. Sixth, the relations
between the local and integral invariants are discussed
along with the gauge dependence of the latter. Seventh,
as a consequence of the completeness of the represen-
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tation proposed, we arrive at the correct limit transition
from the MHD to the conventional hydrodynamic
flows. The results obtained allow one to deal with com-
plicated MHD problems by means of the Hamiltonian
variables. The use of such an approach was demon-
strated for the specific case of incompressible flows in
the series of papers devoted to the nonlinear stability
criteria.

This work was supported by INTAS (grant no. 00-
00292).
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Oscillations of the magnetoresistance commensurate with the spatial modulation period of the growth surfaces
were observed in selectively doped GaA s quantum wellswith AlAS/GaA s superlattice barriers grown by molec-
ular beam epitaxy. The experimental data obtained are explained by the lateral potential modulation of the two-
dimensional electron gasin narrow GaAs quantum wells with corrugated heteroboundaries and agree with the
two-dimensional distribution of the local capacitance in such structures. © 2003 MAIK “ Nauka/Interperiod-

ica”.
PACS numbers: 73.63.Hs; 73.21.Fg

Numerous experimental studies showed that heter-
oboundaries in semiconductor structures grown by
molecular beam epitaxy (MBE) are not perfectly pla
nar. To some extent, irregularity (corrugation) of heter-
oboundaries is present in any real MBE structure. Of
the number of possible reasons leading to theirregular-
ity of heteroboundaries, the two most important ones
should be singled out: the roughness of the initial sub-
strate surfaces [1] and the self-organization of the
mounded surface in the growth process [2]. In this
work, it is shown that the mounding behavior of the
growth surfaces arising in the MBE process|eadsto the
appearance of a long-range scattering potential in
selectively doped structures.

The structures under study were selectively GaAs-
doped quantum wells 10 nm thick with AIASGaAs
superlattice barriers [3, 4] grown by MBE on
GaAs(100) substrates. The misorientation angle of the
substrates did not exceed 0.02°. The surface morphol-
ogy of the prepared structures was studied using atomic
force microscopy (AFM). Magnetotransport experi-
ments were carried out at a temperature of 4.2 K in
magnetic fields up to 2 T on L-shaped Hall-effect
bridges, in which the measuring current flowed along

the [110] and [110] directions.

Studies of therelief using AFM showed an anisotro-
pic character of the surface morphology on all grown
structures. A decreaseintheAs, flow led to an increase
inthe height of the spatial modulation and the degree of
anisotropy of the growth surfaces, al other factors
being the same [1]. A characteristic AFM image of the
surface relief of a structure grown at a minimum As,

flow required for the maintenance of the As-stabilized
surface superstructure is shown in Fig. 1la. The results
of acorrelation analysis of this surface are presented in
Fig. 1b. The anisotropy and periodic character of the
surface morphology are clearly seen in the figure. The
mobility of the two-dimensional electron gas (2DEG)
inthisstructureat T = 4.2 K for the concentration ng =
1.7 x 10 cm? was Uy = 170 x 103 cm? VL st in the
[110] direction and i, = 280 x 10° cm? V- s in the

[110] direction. That is the mean free path by the
momentum in the [110] direction I, ~ 25 um
exceeded the spatial modulation period of the growth
surfaces d,, ~ 0.8 um in the same direction.

The dependences p,,(B) and p,,(B) are presented in
Fig. 2a for the measuring current flowing along the

[110] and [110] directions, respectively. A difference
is observed in the p,(B) and p,(B) values due to the
anisotropy of the morphology of heteroboundaries,
which is typica of such systems [5, 6]. A maximum
appears in the p,(B) dependence at B = B,,,, which
points to one-dimensional periodic potential modula
tion of the 2DEG [7]. This assumption is fully con-
firmed by the fact that commensurate oscillations are
observed in the magnetoresistance (MR) in the vicinity
of B=B,x (Fig. 2b). These oscillations arisein the one-
dimensional periodic potential when the conditions
R. = (n+ 1/4)a, arefulfilled, where R, = (2mEg)Y2(eV)
is the classical radius of the cyclotron orbit, E is the
2DEG Fermi energy, a, is the potential modulation
period, and nisapositiveinteger [8]. An analysis of the
position of maxima in the magnetic field showed that

0021-3640/03/7712-0662$24.00 © 2003 MAIK “Nauka/Interperiodica’
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Fig. 1. (3) Two-dimensional AFM image of the surface
relief of a“corrugated” MBE structure. The arrow indicates

the [110] direction. (b) Autocorrelation functions of the
relief in the [110] and [ 110] directions.

these are due to the potential modulation of the 2DEG
with a period a, ~ 0.8 um, which coincides, to the
accuracy of measurements, with the spatial modulation
period of the heteroboundaries in the [110] direction
determined by AFM.

This experimental fact allows the conclusion to be
drawn that the nonplanarity of the growth surfaces is
the reason for the lateral potential modulation of the
2DEG in selectively GaAs-doped quantum wells. The
magnitude of the potential modulation of the 2DEG
calculated by the equation V, = B yaw(Er/2rem)Y?
from the work [9] make up 10-15 meV for E ~
60 meV. The theoretical dependence of the 2DEG MR
in the one-dimensional periodic potentia [8] with the
modulation amplitude V, = 10 meV and the period a,, =
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Fig. 2. (a) Longitudinal 2DEG MR in the[110] and [110]
directions (py, and py,, respectively) at T = 4.2 K for the
concentration ng = 1.7 x 10* cm™. (b) (1) Theoretical
dependence of the 2DEG MR for the concentration ng= 1.7 x
102 cm™ and the mobility Py, = 170 x 10° cm? V1 s in
a one-dimensional potential with the period ay, = 0.8 um
and the amplitude Vy = 10 meV. (2) Thelongitudina MR in

the [110] direction with the subtracted monotonic compo-
nent.

0.8 um is represented by curve 1 in Fig. 2b. Asis evi-
dent in the figure, the amplitude of the commensurate
oscillations observed in this work is significantly
smaller than the theoretical value. We relate this exper-
imental result to the fact that the potential modulation
of the 2DEG in the studied GaAs quantum wells with
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Fig. 3. (a) Loca capacitance distribution over the surface of
acorrugated MBE structure. The arrow indicatesthe [ 110 ]
direction. (b) Autocorrelation functions of the local capaci-

tance distribution in the [110] and [ 110] directions.

corrugated heteroboundariesis not strictly periodic and
one-dimensional [10].

The above interpretation of the experimental datais
also in qualitative agreement with the two-dimensional
distribution of the local capacitance in the studied
structures (Fig. 3a). The local capacitance was mea-
sured using a SOLVER P47-H NT-MDT atomic force
microscope operating in the noncontact mode using a
double-pass procedure that takesinto account the effect
of the surface relief on the measured local capacitance.
In this case, the surface topography is measured during
the first passage of the probe (Fig. 1a), and the capaci-
tance signal is measured during the second passage
(Fig. 3a) when the probe moves above the surface along
the aready measured trgjectory. The use of this proce-
dure allows one to assume that the surface inhomoge-

BAKAROV ¢t al.

neity of the 2DEG concentration is the main reason for
the variation of thelocal capacitance. The results of the
correlation analysis of the two-dimensional image of
the local capacitance are given in Fig. 3b. The identity
of the autocorrelation functions of the height and
capacitance distributions (Fig. 1b and Fig. 3b) is an
additional argument that corroborates the conclusion
that the lateral potential modulation of the 2DEG in
narrow GaAs quantum wellsis caused by the morphol-
ogy of the growth surfaces.

We believe that the variation of the width of the
GaAs quantum well along nonplanar heteroboundaries
is one of the most probable reasons leading to the lat-
eral modulation of the 2DEG potential in the MBE
structures under study [11, 12]. It should be noted that
the nonplanarity of the growth surfaces in selectively
doped MBE structures will lead not only to the varia-
tion of the distance between the quantum-well heter-
oboundaries but also to the variation of the spacer
thickness and to nonuniform incorporation of the
dopant. That is, in the general case, there are severa
mechanisms of the generation of the long-range scatter-
ing potential in MBE structures with self-organized
corrugated heteroboundaries. Without going into the
analysis of particular mechanismsleading to the lateral
potential modulation of the 2DEG in GaAs quantum
wells, the following inferences about the character of
the long-range scattering potentia in such structures
can be made based on a comparison of the relief of the
growth surfaces, the local -capacitance distribution, and
magnetotransport measurements.

The long-range scattering potential caused by the
nonplanarity of the growth surfacesin MBE structures
grown on GaAs(100) substrates is anisotropic. The
amplitude and the two-dimensional form of the long-
range scattering potential in GaAs quantum wells with
AlAS/GaAs superlattice barriers depend on the growth
conditions. In conditionally “smooth” structures, it has
no clearly defined period and is manifested only in the
anisotropy of the 2DEG conductivity [5]. MR anisot-
ropy was observed in al the samples studied in this
work and was smaller in the structures with a smaller
height of the relief of the growth surfaces, al other fac-
tors being the same. In well-defined “ corrugated” MBE
structures, the long-range scattering potential is quasi-
periodic and leads not only to the conductivity anisot-
ropy but also to commensurate MR oscillations.

Thus, the 2DEG MR in narrow GaAs quantum wells
with AIAs/GaAs superlattice barriers exhibits oscilla-
tions commensurate with the spatial modulation period
of the growth surfaces. The experimental data obtained
are explained by the lateral potential modulation of the
2DEG in narrow GaAs quantum wells with self-orga-
nized nonplanar heteroboundaries. These data point to
the importance of the spatial modulation of the growth
surfaces in the appearance of the long-range scattering
potential in selectively doped MBE structures.
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Anomaly in the Tunneling | (V) Characteristics
of Bi,Sr,CaCu,Og, !

A. Mourachkine
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Tunneling measurements have been carried out on slightly overdoped Bi,Sr,CaCu,Os .  Single crystals below
and abovethe critical temperature by break-junctions and in-plane point-contacts. An anomaly wasfound in the
tunneling 1(V) characteristics. Analysis of the data shows that the anomaly is caused by the superconducting
condensate. In the extracted | (V) characteristics of the condensate, the constant asymptotics points to the pres-
ence of one-dimensionality in Bi2212. The anomaly found here puts additional constraints on the final theory
of high-T, superconductivity. © 2003 MAIK “ Nauka/Interperiodica” .

PACS numbers. 74.50.+r; 74.72.Hs; 74.25.-q

Soon after the discovery of superconductivity (SC)
in cuprates [1], it became clear that the concept of the
Fermi liquid is not applicable to cuprates: the normal-
state properties of cuprates are markedly different from
those of conventional metals[2]. The pseudogap, which
manifests itself in electronic excitation spectra of
cuprates above the critical temperature T, is one of the
main features of high-T. SCs. There is a consensus on
the doping dependence of the pseudogap in hole-doped
cuprates: the magnitude of the pseudogap decreases as
the hole concentration increases. Angle-resolved pho-
toemission spectroscopy (ARPES) measurements per-
formed in Bi,Sr,CaCu,Og, , (Bi2212) show that the
ARPES spectra consist of two independent contribu-
tions—from the pseudogap (hump) and the SC conden-
sate (quasiparticle peak) [3]. As the temperature
decreases, the quasi particle peak appears in the spectra
dlightly above T, on one side of the hump, meaning that
the pseudogap and the SC gap coexist below T, in
Bi2212.

In addition to their peculiar normal-state properties,
anumber of experiments show that some SC properties
of cuprates deviate from the predictions of BCS theory
for conventional SCs[2]. For example, the BCSisotope
effect is almost absent in optimally doped cuprates. As
another example, let us compare tunneling data
obtained in cuprates and theoretical predictions for
conventional SCs. Figure 1 shows a theoretical 1(V)
curve for classical SCs (Fig. 6 in [4]) and a tunneling
(V) characteristic obtained in an underdoped Bi2212
single crystal (Fig. 1 in [5]). In the tunneling regime,
depending on the normal resistance of a junction, the
theoretical 1(V) curve at high positive (low negative)
bias lies somewhat below (above) the normal-state
curve, as shownin Fig. 1a In conventional SCs, the so-

TThis article was submitted by the author in English.

called Blonder—Tinkham—Klapwijk (BTK) predictions
are verified by tunneling experiments. In cuprates, as
one can seein Fig. 1b, the BTK theory is violated: the
I(V) curve at high positive (low negative) bias passes
not below (above) the line which is paralel to the [(V)
curve at high bias but far above (below) the line. This
anomaly cannot be explained by the d-wave symmetry
of the order parameter. This question, for the first time,
wasraised elsewhere [6]. Thisfinding isthe main moti-
vation of the present work.

The datashown in Fig. 1b are obtained in an under-
doped Bi2212 single crysta in a SC-insulator—-SC
(SIS) tunneling junction. If the anomaly is an intrinsic
feature of SCin Bi2212, it has to be present in tunnel-
ing spectrain the overdoped region of Bi2212 as well.
Second, if it is not a SIS-junction effect, it must also
manifest itself in SC—nsulator—-normal metal (SIN)
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Fig. 1. (a) Theoretical tunneling (V) characteristicat T=0
for aSIN junction of a SC with theisotropic energy gap [4].
The line is the normal-state curve. (b) Measured 1(V) curve
in a SIS junction of an underdoped Bi2212 single crystal
with T,=83K, obtained at T=4.2K [5]. Thelineis parallel
tothel(V) curveat high bias, and the arrows show the offset
from the line.
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junctions. Third, the line in Fig. 1b is not the normal-
state curve; therefore, it is necessary to obtain tunneling
spectra in the norma state. Finally, knowing the nor-
mal-state curves, one can estimate the contribution in
tunneling spectra from the SC condensate. This work
deals with the questions raised above. Tunneling mea-
surements presented in this paper have been performed
on overdoped Bi2212 single crystals below and above
T. by break-junctions and in-plane point-contacts,
which reved that the anomaly found in the tunneling
I (V) characteristics originates from the SC condensate.
In the extracted 1(V) characteristics of the SC conden-
sate, the constant asymptotics points to the presence of
one-dimensionality in Bi2212. The anomaly found here
puts additional constraints on the final theory of SCin
cuprates.

It isimportant to note that the anomaly in tunneling
I(V) curves was already discussed in [6]; however, in
[6], the anomaly was inferred from abnormal-looking
tunneling characteristics. In this work, we show that
this anomaly is intrinsically present in any 1(V) curve
obtained below T, in Bi2212. Also, the (V) characteris-
tics measured above T, were not considered in [6].

The overdoped Bi2212 single crystals were grown
using the self-flux method as described el sewhere [7].
The T. value was determined by the four-contact
method. The transition width is less than 1 K. Experi-
mental details of the measurement setup can be found
elsewhere[7]. In short, many break-junctions were pre-
pared by gluing a sample with epoxy on aflexibleinsu-
lating substrate and then were broken in the ab-plane by
bending the substrate with a differential screw at low
temperature in a He ambient. The electrical contacts
(typically with aresistance of afew ohms) are made by
attaching gold wires to a crystal with silver paint. The
[(V) and dI(V)/dV characteristics are determined by the
four-terminal method by using the standard lock-in
modulation technique. In in-plane SIN tunneling junc-
tions, Pt—Ir wires sharpened mechanically were used as
normal tips.

Figure 2a shows SIS tunneling spectra obtained by
a break-junction at T = 8.5 K in an overdoped Bi2212
single crystal with critical temperature T, = 88 K. The
conductance dI(V)/dV exhibits typical features of SIS
junction conductance datain Bi2212: well-defined qua:
siparticle peaks, a zero-bias peak due to the Josephson
current, dips and humps outside the gap structure. As
the main result, the 1(V) characteristic in Fig. 2aissim-
ilar to the (V) curve shown in Fig. 1b. The gap magni-
tude A, however, is smaller in the overdoped region.
Figure 2b shows a set of tunneling 1(V) characteristics
obtained in different overdoped Bi2212 single crystals
with T, = 8789 K. Comparing Figs. 1b, 2a, and 2b, it
is evident that the anomaly is present not only in the
underdoped region of Bi2212 but in the overdoped
region aswell.

Figure 2c depicts tunneling spectra which are simi-
lar to those in Fig. 2a but obtained in a SIN junction.
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Fig. 2. (8 Tunneling I(V) and dI(V)/dV characteristics
obtained at T = 8.5 K in a SIS junction of an overdoped
Bi2212 single crystal with T, = 88 K. (b) Set of I(V) curves

obtained at T=5-14 K indifferent overdoped Bi2212 single
crystalswith T, = 87-89 K. The curves are offset for clarity.

(©) (V) and dI(V)/dV characteristics obtained at T=9K in
a SIN junction of an overdoped Bi2212 single crystal with
T, = 87.5 K. In @l plots, the lines are parallel to the (V)

curves at high bias. The label of the horizontal axisin plot
(8) isthesame asin plot (c).

Because of the SIN junction, the quasiparticle peaksin
the conductance shown in Fig. 2c appear at abiastwice
as small as the peak biasin Fig. 2a. The I(V) curvein
Fig. 2c clearly indicates that the observed anomaly is
not a SIS-junction effect but an intrinsic feature of tun-
neling (V) characteristics obtained in Bi2212.

The next gquestion that we discuss is how to obtain
tunneling I (V) characteristicsin the normal state. There
are at least three different solutions. The first two con-
sist in applying a magnetic field below T, while the
third solution is to measure (V) above T.. In the first
case, amagnetic field with a magnitude larger than the
upper critical magnetic field H,, in Bi2212 renders the
whole sample normal. In the second case, by applying
amagnetic field with amagnitude larger than the lower
critical field H,,, vortices will enter the sample. In the
latter case, the normal-state characteristics can be
obtained inside vortex cores. Because Hy, in Bi2212 is
very large, thefirst solution cannot be realized in labo-
ratory conditions. The second sol ution seemsto be suit-
able; however, tunneling spectra obtained inside vortex
cores have subgap structures which are usualy inter-
preted as amanifestation of bound states[8]. Moreover,
technically, it is not easy to realize such measurements.
So, we are left with the straightforward solution: to
measure 1(V) characteristics somewhat above T.. The
main disadvantage of measurements performed above
T, isthe presence of substantial thermal fluctuations.
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Figure 3a depicts tunneling spectra obtained at T =
119 K in the same Bi2212 single crystal as those in
Fig. 2a. Figure 3b presents a set of 1(V) curves mea
sured at T = 115125 K in different overdoped Bi2212
single crystals. The datain Figs. 3aand 3b are obtained
in SIS junctions. Figure 3c shows tunneling data
obtained in a SIN junction at T = 117 K in the same
Bi2212 single crystal asthose in Fig. 2c. The tempera-
tures between 115 and 125 K presented in Fig. 3 were
not chosen by accident: in slightly overdoped Bi2212,
the onset of SC occursat 110-116 K [7]. This temper-
ature rangeis above the onset of SCin our Bi2212 sam-
ples and, as a consequence, the data in Figs. 3a-3c
mainly provide the contribution from the normal-state

pseudogap.

Considering the | (V) characteristicsshownin Fig. 3,
one can see that, at high positive (low negative) bias,
they pass somewhat below (above) the line which is
paralel to thel(V) curvesat high bias. Thus, the anom-
ay in the (V) characteristics found below T, vanishes
somewhat above T.. Then, it is obvious that the anom-
aly in the (V) curves originates from the SC conden-
sate. In Fig. 3, one can see that a straight line can be
used as a first approximation for a normal-state 1(V)
curve, for example, in Fig. 1b. In the (V) curves mea-
sured above T, asmall “negative” offset from straight
lines is caused by the pseudogap: measurements per-
formed in underdoped Bi2212 show that this offset is
larger than that in Fig. 3. Thus, it scales with the mag-
nitude of the pseudogap.

MOURACHKINE

We turn now to the last question raised above. From
the tunneling characteristics obtained deep below T,
and somewhat above T, by taking the difference
between the spectra, one can estimate a contribution in
the tunneling spectra from the SC condensate. This is
equivalent to the procedure usually used in neutron
scattering measurements. In our case, however, this
procedure only leads to an estimation of the contribu-
tion, because by subtracting the spectrawe assume that
the pseudogap crosses T, without modification. Thisis
not obvious, particularly at low bias[9].

In order to compare two sets of tunneling spectra,
they have to be normalized. The conductance curves
can be easily normalized at high bias. How to normalize
the corresponding 1(V) curvesis not atrivial question.
The conductance curves at high bias, thus, far away
from the gap structure, are ailmost constant. Conse-
quently, in a SIS junction, by normalizing two conduc-
tance curves at high bias, the equation (dI (V)/dV)1, norm =
(dI(V)/dV) 3, norm Dol ds &t bias [V| > 2A/e, where eisthe
electron charge. By integrating the equation, we have
[(M)1. norm = 1(V)2, norm + C, Where C is aconstant, mean-
ing that the corresponding 1(V); nom CUrves are parallel
to each other at high bias.

In Fig. 4a, the two 1(V) characteristics from Figs. 2a
and 3a were normalized as described in the previous
paragraph: the normal-state I (V) curveisnormalized by
its value at maximum positive bias, and the I(V) curve
from Fig. 2aisadjusted to be parallel at high biasto the
normalized normal-state curve. Figure 4b depicts their
difference as well as the difference between their nor-
malized conductances. The same procedure has been
performed for the tunneling spectra obtained in a SIN
junction, which are shown in Figs. 2c and 3c. The dif-
ferences are depicted in Fig. 4d. The conductances in
Figs. 4b and 4d are presented as examples; however,
they are not the primary focus of the study: we exclu-
sively discuss the 1(V) characteristics. The (V) data
shown in Fig. 1b, which are obtained in an underdoped
Bi2212 single crystal, went through the same normal-
ization procedure, and the result is presented in Fig. 4c.
In the latter case, the straight line shown in Fig. 1b was
used as a normal-state curve. The I(V) characteristics
shown in Fig. 2b and their corresponding normal-state
curves were normalized in the same manner, and the
obtained differences are presented in Fig. 4e.

Anayzing the (V) characteristics shown in
Figs. 4b—4e, which, in the first approximation, repre-
sent the contribution from the SC condensate, it is easy
to observethe general trends of the curves. First, at high
bias, the curves reach a plateau value. Second, at the
gap bias, the curves rise/fal sharply. Last, at low bias,
the curves go to zero. In Figs. 4b—4e, the negative slope
of the curves at low bias, implying a negative differen-
tial resistance, is an artifact. This artifact is smply a
consequence of the rough estimation used here[9]. Tout
ensemble, Fig. 4f depicts an idealized | (V) characteris-
tic summarizing the observed tendencies. The first
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Fig. 4. (a) Two normalized (V) characteristics from Figs. 2aand 3a, obtained in the same Bi2212 single crystal (T, = 88 K) at dif-

ferent temperatures. The normalization procedure: the normal-state curve is normalized by its value at maximum positive bias, and
the other curve is adjusted to be parallel at high bias to the normalized normal-state curve. (b) Difference between the two I(V)
curves presented in plot (a), and the difference between their normalized conductances shown in Figs. 2a and 3a. (c) Difference
between the (V) curve and the line shown in Fig. 1b, which were normalized before subtraction as those in plot (a). The straight
lineis used as an estimate of the normal-state curve. (d) Difference between the two [ (V) curves from Figs. 2¢c and 3c, normalized
before subtraction as those in plot (a), and the difference between their normalized conductances. The data are obtained in a SIN

junction. (e) Differences between 1(V)

characteristics shown in Fig. 2b and their corresponding normal-state curves, normalized

before subtraction as those in plot (a). (f) Idealized (V) characteristic of SC condensate in a SIN junction, and its first derivative.
The curves are normalized by their maximum values. In plots (b) and (d), the gray boxes cover the parts of the conductances that
are below zero and have no physical meaning. In plots (b)—(€), the current difference is presented in percent.

derivative of the I(V) characteristic is also shown in
Fig. 4f. The constant asymptatics of the | (V) character-
istic are the fingerprints of the presence of one-dimen-
sionality in the system [6]. In Figs. 4b—4e, one can see
that the contribution from the SC condensate in these
[(V) characteristics at high bias is 25-55% above the
contribution from the pseudogap. It isimportant to note
that the asymptotics of some I(V) curves obtained in
Bi2212 below T, look similar to those in Fig. 1& how-
ever, the anomaly discussed here always appears in the
difference obtained between two normalized (V)
curves measured below and above T, in one sample.

As shown elsewhere [6], the 1(V) characteristic in
Fig. 4f can be fitted by the hyperbolic function f(V) =
A(tanh[(eV — A)/eVy] + tanh[(eV + A)/eV,]), whereeis
the electron charge, Visthe bias, A isthe maximum SC
gap, and A and V, are constants. The conductance
di(V)/dV curve can be well fitted by the derivative
[f(V)] = A,(sech?[(eV —A)/eV,] + (sech?(eV + A)/eVy)).
The hyperbolic tanh and sech? fits are in good agree-
ment with predictions of the bisoliton model [10],
which is based on the nonlinear Schrodinger equation.
The bisoliton theory utilizes the concept of bisolitons—
electron (or hole) pairs coupled in asinglet state due to
local deformation of the lattice [10].

2003
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Finally, it is worth mentioning that the anomaly
found here is aso present in an (V) characteristic
obtained in optimally doped YBa,C;0445 [11]. It is
interesting that the anomaly is aso present in the 1(V)
characteristics measured in some nonsuperconducting
materials—in  the  stripe-ordered perovskite
La 4Sr6MN,0; [12] and in quasi-one-dimensional
charge-density-wave conductor NbSe; [13] (in NbSe;,
the anomaly is at zero bias). However, this issue is
already beyond the scope of this study and will be dis-
cussed elsawhere.

In summary, tunneling measurements have been
carried out on dlightly overdoped Bi,Sr,CaCu,Og, «
single crystals below and above T, by break-junctions
and point-contacts. An anomaly was found in the tun-
neling (V) characteristics. Analysis of the data shows
that the anomaly is caused by the superconducting con-
densate. The constant asymptotics of the (V) character-
istic of the condensate, shown in Fig. 4f, are the finger-
prints of the presence of one-dimensionality in Bi2212
[6]. The anomaly found here puts additional constraints
on the final theory of high-T. superconductivity.

| thank N. Miyakawa for sending the data from [5],
Yu.l. Latyshev for sending unpublished data related to
[13], and V.Z. Kresin for comments on the manuscript.
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We consider the behavior of quasi particlesin the superconducting state of high-T. metals within the framework
of the theory of the superconducting state based on the fermion condensation quantum phase transition. We
show that the behavior coincides with the behavior of Bogoliubov quasi particles, whereas the maximum value
of the superconducting gap and other exotic properties are determined by the presence of the fermion conden-
sate. If at low temperatures the normal state is recovered by the application of amagnetic field suppressing the
superconductivity, the induced state can be viewed as a Landau—Fermi liquid. These observations are in good
agreement with recent experimental facts. © 2003 MAIK “ Nauka/Interperiodica” .
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The Landau—Fermi liquid (LFL) theory explainsthe
major part of the low-temperature properties of Fermi
liquids [1]. The LFL theory has demonstrated that the
low-energy elementary excitations of a Fermi liquid
look like the spectrum of an ideal Fermi gas and can be
described in terms of Landau quasiparticles (LQ) with
an effective mass M*, charge e, and spin 1/2. As well,
the LFL theory gives theoretical grounds for the BCS
(Bardeen, Cooper, and Schrieffer) theory [2] of conven-
tional superconductivity, which accounts for many of
the fundamental properties of superconductors. In turn,
the BCStheory is based on the notion of quasiparticles,
which represent elementary excitations of a supercon-
ducting electron liquid and are called Bogoliubov qua-
siparticles (BQ). Inthe case of high-T, metals, when the
understanding of their striking behavior remainsamong
the main problems of condensed matter physics, anum-
ber of primary ideas of the LFL theory and BCS theory
have been called into question. Therefore, there existsa
fundamental question as to whether or not a theory of
high-T. metals can be developed in terms of LQ and

BQ.

It was reported recently that the full energy disper-
sion of single-particle excitations and the correspond-
ing coherence factors as a function of momentum were
measured on high-T, cuprate Bi,Sr,Ca,CusOy. 5 Te =
108 K) by using high-resolution angle-resolved photo-
emission spectroscopy [3]. All the observed features
gualitatively and quantitatively agree with the behavior
of BQ predicted from BCS theory. This observation
suggests that the superconducting state of high-T,

TThis article was submitted by the authorsin English.

cuprate is BCS-like and implies the basic validity of
BCSformalism in describing the superconducting state
[3]. On the other hand, such properties as the pairing
mechanism, the maximum value of the superconduct-
ing gap A4, the high density of states, and other exotic
properties are beyond BCS theory.

Striking experimental facts on the transport proper-
ties of the normal state induced by applying a magnetic
field greater than the upper critical field B, were
obtained in hole-doped cuprates at overdoped concen-
tration (T1,Ba,CuOs , 5) [4] and at optimal doping con-
centration (Bi,Sr,CuQg , 5) [5]. These data have clearly
shown that there is no sizable violation of the Wiede-
mann—Franz (WF) law. Measurements for strongly
overdoped nonsuperconducting La, ;Sr,sCuO, have
demonstrated that the resistivity p exhibits T? behavior,
p = po + Ap with Ap = AT?, and the WF law is verified
to hold perfectly [6]. Since the validity of the WF law
is arobust signature of LFL, these experimental facts
demonstrate that the observed elementary excitations
cannot be distinguished from LQ. Thus, these experi-
mental observationsimpose strong constraints for mod-
els describing the electron liquid of the high-tempera-
ture superconductors. For example, in the cases of a
Luttinger liquid [7], spin—charge separation (see, e.g.,
[8]), and, in some solutions of t—J model [9], aviolation
of the WF law, was predicted.

In this |etter, we consider the superconducting state
of high-T, metalswithin the framework of the theory of
the superconducting state based on the fermion conden-
sation quantum phase transition (FCQPT) [10-12]. We
show that the superconducting state is BCS-like, the

0021-3640/03/7712-0671$24.00 © 2003 MAIK “Nauka/Interperiodica’
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elementary excitationsare BQ, and the primary ideas of
the LFL theory and BCS theory are valid. At tempera-
turesT — 0, the normal state recovered by the appli-
cation of amagnetic field larger than the critical field B,
can be viewed as LFL induced by the magnetic field. In
this state, the WF law is held and the elementary exci-
tationsare LQ.

At T < T, thethermodynamic potential Q of an elec-
tron liquid is given by the equation (see, e.g., [13])

Q = E4—pN-TS, (1)

where N is the number of particles, S denotes the
entropy, and [ is the chemical potential. The ground-
state energy EgJk(p), n(p)] of an electron liquid is a
functional of the order parameter of the superconduct-
ing state k(p) and of the quasi particle occupation num-
bers n(p). Here we assume that the electron system is
two-dimensional, while all results can be transported to
the case of the three-dimensional system. Thisenergy is
determined by the known equation of the weak-cou-
pling theory of superconductivity

dp,dp,
Eqs = EIN(P)] + AoV(ps, PIK(PKp2) 2-E2.

(2m)*

Here, E[n(p)] isthe Landau functiona determining the
ground-state energy of anormal Fermi liquid. The qua-
siparticle occupation numbers

n(p) = vi(p)(1-f(p))+u’(p)f(p),  (3)

)

and

k(p) = v(p)u(p)(1-2f(p)), (4)

where the coherence factors v(p) and u(p) are obeyed
the normalization condition

vi(p) +u'(p) = 1. ©)
Thedistribution function f(p) of BQ definesthe entropy

S = =2[[1(p)Inf(p)

(©)
+(L—f(p))In(L-(p))] 2

e

We assume that the pairing interaction A,V(p4, p,) is
weak and is produced, for instance, by electron—
phonon interaction. Minimizing Q with respect to K(p)
and using the definition A(p) = -0KY/k(p), we obtain the

equation connecting the single-particle energy €(p) to
the superconducting gap A(p),

2
£(p)—H = AP)Z7 i B, ™

The single-particle energy €(p) is determined by the
Landau equation

SE[n(p)] @

AMUSIA, SHAGINYAN

Note that E[n(p)], €[n(p)], and the Landau amplitude

SE[n(p)] ©
on(p)d(p.)

implicitly depend on the density x, which defines the
strength of F,. Minimizing Q with respect to f(p) and

after some algebra, we obtain the eguation for the
superconducting gap A(p)

A(p) = —[AV(P.P)

Fulp,py) =

B (1 2oy P2 (10)

E(p.) At
Here, the excitation energy E(p) of BQ is given by

O(Egs—HN) _ J(E(p) =) + A%(p). (11)

E = — = = ‘7 =
The coherence factors v(p), u(p) and the distribution
function f(p) are given by the ordinary relations

V2(p) — %%_S(p) —Ha

[li
E(p) 12

(p) = 3+ HESH
f(p) = L (13)

1+ exp(E(p)/T)

Equations (7)—(13) are the conventional equations of
the BCS theory [2, 13], determining the superconduct-
ing state with BQ and the maximum value of the super-
conducting gap A, ~ 103, provided that one assumes
that the system in question has not undergone FCQPT.
Now we turn to a consideration of a superconduct-
ing electron liquid with the fermion condensate (FC),
which takes place after the FCQPT point. If A, — 0,
then the maximum value of the superconducting gap
A, — 0, as well asthe critical temperature T, —» 0,
and Eq. (7) reduces to the equation [10, 11, 14]
g(p)—u =0, if 0<n(p)<1; pspsp;. (14
At T — 0, Eq. (14) defines anew state of electron lig-
uid with FC [10, 15], which is characterized by a flat
part of the spectrum in the (p; — p;) region and has a
strong impact on the system’s properties up to temper-
ature T; [10, 11, 16]. Apparently, the momenta p, and py
have to satisfy p, < pe < p;, wWhere pe is the Fermi
momentum. When the Landau amplitude F (p = pg,
p; = pe) as a function of the density x is sufficiently
small, theflat part vanishes, and at T — 0 Eq. (14) has
only thetrivial solution €(p = pg) = W, and the quasi par-
ticle occupation numbers are given by the step function,
n(p) = 6(pz — p) [10]. At some critical density X = Xgc,
the amplitude becomes strong enough so that Eq. (14)
possesses the solution corresponding to a formation of
the flat part of spectrum; that is, FC is created [17, 18].
Notethat aformation of theflat part of the spectrum has
been recently confirmed in [19].
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Now we can study the relationships between the
state defined by Eq. (14) and the superconductivity. At
T — 0, Eq. (14) defines a particular state of a Fermi
liquid with FC, for which the modulus of the order
parameter [k(p)| has finite valuesin the (p; — p;) region,
whereas A, — 0 in this region. Observe that f(p,
T— 0) — 0, and it follows from Egs. (3) and (4)
that if 0 <n(p) < 1then |k(p)| # 0intheregion (p;—p)).
Such a state can be considered as superconducting,
with an infinitely small value of A;, so that the entropy
of this stateisequal to zero. It is obviousthat this state,
being driven by the quantum phase transition, disap-
pearsat T > 0 [11]. Any quantum phase transition that
takes place at temperature T = 0 isdetermined by acon-
trol parameter other than temperature, for example, by
pressure, by magnetic field, or by the density of mobile
charge carriers x. The quantum phase transition occurs
at agquantum critical point. At some density X — Xgc,
when the Landau amplitude F, becomes sufficiently
weak and p, — pr — P, Eq. (14) determinesthecrit-
ical density x. at which FCQPT takes place, leading to
the formation of FC [10, 11]. It follows from Eq. (14)
that the system becomes divided into two quasiparticle
subsystems: the first subsystem in the (p; — p;) rangeis
characterized by the quasiparticles with the effective

mass M¢. O 1/A,, while the second oneis occupied by

quasiparticleswith finitemass M and momentap <p..
The density of states near the Fermi level tendsto infin-
ity, N(O) O M. O 1A, [11].

If Ay £ 0, then A; becomes finite. It is seen from
Eq. (10) that the superconducting gap depends on the
single-particle spectrum g(p). On the other hand, it fol-
lows from Eg. (7) that &(p) depends on A(p) provided
that at A, — 0 Eq. (14) has a solution determining the
existence of FC. Let us assume that A, is small so that
the particle—particleinteraction AgV(p, p,)can only lead
to a smal perturbation of the order parameter k(p)
determined by Eq. (14). Upon differentiation of both
parts of Eq. (7) with respect to the momentum p, we
find that the effective mass Mi. = de(p)/d Plp=p,

becomes finite [11],

Pi— B

20,
It follows from Eq. (15) that the effective mass and the
density of statesN(0) O Mg, O 1/A, arefinite and con-
stantat T<T.[11, 14]. Asaresult, weareled to the con-
clusion that, in contrast to the conventional theory of
superconductivity, the single-particle spectrum &(p)
strongly depends on the superconducting gap, and we

have to solve Egs. (8) and (10) in a self-consistent way.
On the other hand, let us assume that Egs. (8) and (10)

are solved, and the effective mass M. is determined.
Now one can fix the dispersion g(p) by choosing the

MEc Ope

(15
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effective mass M* of system in question equal to M

and then solve Eq. (10) asisdonein the case of the con-
ventional theory of superconductivity [2]. As a result,
one observes that the superconducting state is charac-
terized by BQ with the dispersion given by Eq. (11), the
coherence factors v, u are given by Eq. (12), and the
normalization condition (5) is held. We are led to the
conclusion that the observed features agree with the
behavior of BQ predicted from BCStheory. This obser-
vation suggests that the superconducting state with FC
is BCS-like and implies the basic validity of BCS for-
malism in describing the superconducting state. It is
exactly the case that was observed experimentally in
high-T, cuprate Bi,Sr,Ca,Cu;0,4. 5 [3].

Consider other differences between the conven-
tional superconducting state and the superconducting
state with FC. We consider the case when T, < T;. This
means that the order parameter k(p) is dightly per-
turbed by the pairing interaction, because the particle—
particle interaction A,V is small compared to the Lan-
dau amplitude F|, and the order parameter k(p) is gov-
erned mainly by F, [10]. We can solve Eq. (10) analyt-
icaly by taking the Bardeen—Cooper—Schrieffer
approximation for the particle—particle interaction:
AoV(p, P1) = A if |&(p) — M| < wp; 1.€., the interaction
is zero outside this region, with wy being the character-
istic phonon energy. As aresult, the maximum value of
the superconducting gap is given by [14]

_ AoPe(Pf — Pr)
21

P+

A In(1+./2)
(16)

= ZBSF

;pFIn(1+ ).

F

Here, the Fermi energy € = pi [2M} , and the dimen-
sionless coupling constant 3 isgiven by therelation 3 =
AoM7 /21 Taking the usual values of 3 as B = 0.3, and
assuming (p; — pe)/pe = 0.2, we get from Eg. (16) a
large value of A, ~ 0.1g, while for normal metals one
has A, ~ 103%¢.. Now we determine the energy scale E,
which defines the region occupied by quasiparticles

with the effective mass Mg

2 —
E, = e(py)—e(py) — 2L Pe)Pe
FC
We have returned back to the Landau—Fermi liquid
theory, since high-energy degrees of freedom are elim-
inated and the quasiparticles are introduced. The only
difference between LFL, which serves as a basis when
constructing the superconducting state, and Fermi lig-
uid after FCQPT isthat we have to expand the number
of relevant low-energy degrees of freedom by introduc-
ing a new type of quasiparticle with the effective mass

£c given by Eq. (15) and the energy scale E, given by
Eq. (17). Therefore, the dispersion £(p) is characterized

~ 24, (17)
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by two effective masses M} and M. and by the scale
E,, which define the low-temperature properties,
including the line shape of quasiparticle excitations
[11, 14], while the dispersion of BQ is given by
Eg. (11). We note that both the effective mass M. and

the scale E, are temperature-independent at T < T
where T, isthecritical temperature of the superconduct-
ing phase transition [14]. Obvioudly, we cannot directly
relate these new LFL quasiparticle excitations with the
guasiparticle excitations of an ideal Fermi gas, because
the system in question has undergone FCQPT. None-
theless, the main basis of the Landau—Fermi liquid the-
ory survives FCQPT: the low-energy excitations of a
strongly correlated liquid with FC are quasiparticles.

As was shown above, the properties of these new
quasiparticlesare closely related to the properties of the
superconducting state. We may say that the quasi parti-
cle system in the range (p; — p;) becomes very “soft”
and is to be considered as a strongly correlated liquid.
On the other hand, the system’s properties and dynam-
ics are dominated by a strong collective effect having
its origin in FCQPT and determined by the macro-
scopic number of quasiparticles in the range (p; — p;)-
Such a system cannot be perturbed by the scattering of
individual quasiparticles and has features of a “quan-
tum protectorate” [11, 20, 21].

At T. < T, the order parameter K vanishes, and the
behavior of the system in question can be viewed asthe
behavior of an anomalous electron Fermi liquid, or
strongly correlated liquid, with the resistivity being a
linear function of temperature, while the effective mass
behaves as Mg. O /T [11, 16]. Obvioudly, in this
regime one observes strong deviations from the LFL
behavior and cannot expect that the WF law will be
held.

As any phase transition, FCQPT is related to the
order parameter, which induces a broken symmetry. As
we have seen, the order parameter is the superconduct-
ing order parameter k(p), while A,, being proportional
to the coupling constant (see Eg. (16)), can be small.
Therefore, the existence of such astate, that is, an elec-
tron liquid with FC, can be revealed experimentally,
since the order parameter k(p) is suppressed by the crit-

ical magnetic field B, when B> ~ A?. If the coupling
constant A, — O, the weak critical magnetic field
B. — O will destroy the state with FC converting the
strongly correlated Fermi liquid into LFL. In this case,

the magnetic field plays the role of the control parame-
ter determining the effective mass [22],

1
&

Equation (18) shows that by applying a magnetic
field B the system can be driven back into LFL with the

effective mass Mg, which isfinite and independent of

M¥. O (18)

AMUSIA, SHAGINYAN

the temperature. This means that the low-temperature
properties depend on the effective mass in accordance
with the LFL theory. At T > T*, the system possesses
the behavior of astrongly correlated liquid. Here, T* [

J/B isthetemperature at which thetransition from LFL
to the strongly correlated liquid takes place. Such
behavior was observed experimentally in the heavy-
electron metal YbRh,Si, [23]. If Ay isfinite, the critical
fieldisasofinite, and Eq. (18) isvalid at B > B... In that

case, the effective mass Mg isfinite and temperature-

independent at T < T, and low-temperature elementary
excitations of the system can be described in terms of
LQ. Thus, the system is driven back to LFL and hasthe
LFL behavior induced by the magnetic field at least at
T < T, while the low-energy elementary excitations are

characterized by Mf. and cannot be distinguished

fromLQ.Asaresult,at T — 0, theWF law isheld in
accordance with experimental facts [4, 5].

The existence of FCQPT can also be revealed exper-
imentally, because at densities X > X, or beyond the
FCQPT point, the system should be LFL at sufficiently
low temperatures [18]. Recent experimental data have
shown that this liquid exists in heavily overdoped non-
superconducting La, ;Sr,;CuQ, [6]. It is remarkable
that, up to T = 55 K, the resistivity exhibits the T2
behavior and the WF law is verified to within the exper-
imental resolution [6].

In summary, we have shown that the superconduct-
ing state with FC is characterized by BQ. The behavior
of these BQ agrees with the behavior of BQ predicted
from BCStheory and suggests that the superconducting
state with FC isBCS-like and impliesthe basic validity
of BCS formalism in describing the superconducting
state, although the maximum value of the supercon-
ducting gap and other exatic properties are determined
by the presence of the fermion condensate. We have
also demonstrated that the low-temperature transport
properties of high-T. metals observed in optimally
doped and overdoped cuprates by the application of a
magnetic field higher than the critical field can be
explained within the framework of the fermion conden-
sation theory of high-T, superconductivity. The quasi-
particles are LQ and the WF law is held. The recent
experimental observations of BQ in the superconduct-
ing state and verifications of the WF law in heavily
overdoped, overdoped, and optimally doped cuprates
clearly favor the existence of FC in high-T, metals.
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A many-electron model is proposed for the band structure of FeBO; with regard to strong electron correlations
in the d*, d°, and d® configurations. Under normal conditions, FeBO, is characterized by a dielectric charge-
transfer gap in the strong correlation regime U > W. With increasing pressure, not only doesthe d-band Wwidth
grow but ssimultaneoudly the effective Hubbard parameter U sharply drops, which is due to the crossover of
high-spin and low-spin ground state terms of the Fe?*, Fe>*, and Fe** ions. It is predicted that atransition from
the semiconducting antiferromagnetic state to the metallic paramagnetic state will occur in the high-pressure
phase with increasing temperature. © 2003 MAIK “ Nauka/Interperiodica” .

PACS numbers: 71.20.-b; 71.30.+h; 71.15.-m

1. A first-order phase transition from the magnetic to
nonmagnetic state of FeBO; was observed at the pres-
sure P, = 46 GPain a series of recent works [1-3]. This
transition was accompanied by the structural transition
with a 8.6% decrease in volume. A number of indirect
data point to the metallization of the system at P > P,
however, no ultimate clarity in the problem of magnetic
and electric properties in the high-pressure phase has
been achieved so far. From the general point of view, the
metalization and the disappearance of localized mag-
netic moments with increasing pressure are not surpris-
ing, because the bandwidth W increases and the Mott—
Hubbard insulator with U > Wtransformsto the metallic
state with U < W [4]. However, in the case of FeBO;, as
in many other real substances, the simple picture based
on the Hubbard model becomes complicated because of
the presence of a great number of d(f) orbitals.

In thiswork, amany-electron model is proposed that
takes into account all d orbitals and the strong electron
correlations of d electrons. The energies of both high-
spin and various low-spin terms of the Fe**, Fe**, and
Fet* ionswere calculated. It turned out that the electron
system under normal conditions occurs in the strong
electron correlation regime with a dielectric charge-
transfer gap, as classified in [5]. Asthe pressure grows,
not only does the band width W change but the splitting
of the g, and t,, electronsinthe crystal field A increases
aswell. It is the growth of A that is responsible for the
crossover of the high-spin ®A, (S = 5/2) and low-spin
T,y (S= 1/2) terms of Fe** and high-spin and low-spin
terms of Fe?* and Fe**. As a result, not only does the
collapse of the magnetic moment take place, as was
found in [1-3], but a rearrangement of the diagram of
the d® — d* and d® — df excitations takes place as
well, so that the effective Hubbard parameter Uy =

E(d®) + E(d*) — 2E(d®) sharply decreases. In this fact,
we see the nontrivial feature of the phase transition in
FeBO; under pressure.

2. The first-principles one-electron band-structure
calculations of FeBO; by density functional methodsin
the local-density approximation [6] and in the general-
ized gradient approximation [ 7] and also the molecular
orbital calculation of the FeB;Oq cluster [8] reveaed
the following pattern of the electronic structure of
FeBO,;. The empty conduction band &, is mainly
formed by the boron sand p states, the valence band top
€, ismainly formed by the oxygen s and p states, and
the band gap between them E, in the antiferromagnetic
phase is 2.5 eV [6], which is sufficiently close to an
optical absorption edge of 2.9 eV [9]. The d-electron
band lies close to the valence band top with the width
2W, = 2.8 eV and the crystal-field parameter A = 1 eV
[6]. The hybridization of Fed electronswith O sand p
electronsis very small [6, 8], much smaller than in 3d-
metal oxides. Thisisdueto avery strong hybridization
inside the BO; group; in fact, the (BO;)*-ionisformed,
and the oxygen orbitals are closed on boron, which
determinesthe smallness of p—d hybridization. Thiscir-
cumstance significantly simplifies the many-electron
model, because one may calculatethed" (n =4, 5, and
6) terms of iron in the crystal field rather than the terms
of the metal—oxygen complex, asin copper oxides[10].

The intraatomic part of the d-electron Hamiltonian
can be written as

U
Ham = z %)\n)\o + ?}\n)\on)@%
Ao (1)

+ +
+ z (VixMsMio — In@re@rg@rodne)
MAN'o, o
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where n,, = a,, a5, &, designates the creation opera-
tor of ad electron on one of the five orbitals A with the
spin projection g, ¢ =—0. The first term describes the
atomic d levels in the crystal field, the small uniaxial
crystal-field component is neglected, and it is assumed
that (t,y) = €4 — 2A/5 and €(gy) = €4 + 34/5. The other
termsin Eqg. (1) correspond to the Coulomb intraorbital
U, and interorbital V,,. repulsions and also to the Hund
exchange J,,. For the sake of simplicity, we will
neglect the orbital dependence of the Coulomb matrix
elements considering that there are three parameters U,
V, and J related to each other by the known condition
Uu=2v+J.

The energies Eg(d") of the lowest levels of the d"
configuration with spin Sequal

E,(d") = 4e,—3A/5+ 6V —6J,
E,(d") = 4e,—8A/5+U +5V-3J,
Eo(d*) = 4e,—8A/5+2U +5V 2],
Es,(d®) = 5g4+ 10V —10J,

Esn(d®) = 554—A+U +9V —6J, 2
Eyo(d5) = 5y — 20 + 2U + 8V — 4],

E,(d%) = 6g,—2A/5+ U + 14V —10J,

E,(d%) = 6g,—7A/5+2U + 13V —7J,

Eo(d®) = 6g,—12A/5+ 3U + 12V —6J.

The one-electron Green's function without regard
for interatomic hopping is calculated exactly with the
use of the Hubbard X operators XP4 = |p(lgj| constructed
on the eigenstates |gL{Eq. (2). Such functions were cal-
culated for the metals of the iron group in the limit
U — o intheworks[11, 12]. In this case, the energy
of the d-electron quasi particlesis determined not by the
many-electron terms themselves but by their differ-
ences

Q; = E(d") —E(d"). &)

It isthese energiesthat determine the one-electron band
structure of the substance along with the s- and p-elec-
tron bands of boron and oxygen. As distinct from the
ordinary band states, the quasiparticles specified by
Eqg. (3) have a variable spectral weight determined by
thefilling factors F;; = N, (d"* 1) + N;(d"), where N;(d")
isthefilling probability of theith term of the d" config-
uration. This probability is calculated self-consistently
through the equation for the chemical potential [11—
13].

3. In order to relate the quasiparticle energies (3) to
the conduction and valence bands, we will make use of
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Fig. 1. Diagram of Fe**, Fe®*, and Fe?* terms; the cross
marks the lowest °A, 4 term filled at T = 0. The numbers on

theleft indicate the spin, and the numbers aboveindicate the
energy (eV) of the term relative to the lowest term for each
configuration.

the results of the calculation [6], according to which the
valence-band top €, coincides with that of the one-elec-
tron d band. Thus, we obtain the condition €, = g4+ W,.
The U and J parameters are found by a comparison of
the energies AE; = E5,(d®) — E5,(d®) and with AE, =
E,»(d®) — E5»(d®) with exciton peaks at 1.3 and 1.9 eV
in the absorption spectra[14]. Asaresult, wefound U =
1.45eV and J = 0.35 eV and calculated the energies of
al termsgivenin Eqg. (2) (Fig. 1). Itisevident in Fig. 1
that, of all the intraatomic d quasiparticles, the transi-
tions Q, = Eg(d°) — Ex(d), Q, = Eg)p(d°) —E4(d*), and
Q, = Egy(d®) — Ey(d*) with electron annihilation and
also Q. = Ex(d°) — Egip(d°), Q¢ = Ey(d°) — Egp(cP), and
Q. = Ey(d®) — Eg,(d®) with electron creation have a
nonzero weight. All Q,, energieswere found to be lower
than the valence band top, and Q fell withinthe gap Ey,
(Fig. 2). The Q. and Q, energies are the centroids of the
upper and lower Hubbard bands, which are formed if

the d—d hoppingst are subsequently taken into account.
The effective parameter

Ugr = Q—Q, = Ey(d°) + Ey(d*) — 2E5,(d”)
=U+4J-A = 185¢eV.

(4)

The interatomic hopping in the antiferromagnetic
phase is suppressed because of the spin—polaron effect
[15]. Inthe case of hopping between nearest neighbors,
the effective hopping integral is determined by the
product of the filling factors on two sites belonging to
the opposite sublattices A and B [16]. Thus, for the
lower Hubbard band, we obtain

ti — t2( D(ZS/Z +5/2D+ D(ZZ, +2®

+5/2, +5/2 +2,+2 (5)
x (X" 70O+ X~ D),
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Fig. 2. Diagram of the density of states of FeBO3 at normal
pressure in the antiferromagnetic phase.
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Fig. 3. Diagram of the Fe™", Fe®*, and Fe* terms in the
high-pressure phase.

where |+5/20and [+2Care spin sublevels of the Eg,(d°)
and E,(d*) terms split in the internal molecular field
according to their spin projections. If level |+5/2(0sthe
lowest for sublattice A and isfilled, then thelowest level
for sublattice B |-5/2C0s unfilled at T = O (with neglect
of the =zero quantum functions). Therefore,

[Xg”* 0= 0at T =0, the occupation numbers of all

d* and d° sublevels also equal zero for FeBO;, so that
the widths of the Hubbard bands are close to zero. This
iswhy the diagram of density of statesin Fig. 2 can be
compared with the experiment in the antiferromagnetic
phase of FeBO;. Note that, according to this diagram,
FeBO; belongs to the class of dielectrics with a gap
caused by the charge-transfer processes. In this case,
we consider that a hole with the energy €, is created on
oxygen and a d electron with the energy Q. is created

oniron (d°p® — d®p® process).

4. As pressure is built up, the crystal-field parame-
ters A and theinteratomic hopping tincrease. The latter,
as we can see from Eq. (4), only dlightly affects the
band structure in the antiferromagnetic phase. The
growth of A is more important and leads to the cross-
over of high-spin and low-spin terms. It is evident from

OVCHINNIKOV

Eqg. (2) that, as A increases, the E,,(d°) term goes down
more rapidly than the E5,(d®) term; therefore, the cross-
over with spin 5/2 takes place for S = 1/2. It is this
crossover that was observed by the M dssbauer effect in
[1-3]. We do not study here the thermodynamics of the
system under pressure. Thiswas madein first principles
calculations [7]. We are interested in understanding
how the crossover is manifested in the electronic struc-
ture. Thus, we will consider the high-pressure (HP)
phase P > P, in which A(P) > A, = (U + 7J)/2. The
crossover of terms S= 2 and S= 1 for the d* configura-
tion also takes place at this pressure, and the crossover
of terms S= 2 and S= 0 for the d° configuration takes
place even earlier (at lower pressure). The schematic
diagram of many-electron levels in the HP phase is
shownin Fig. 3. Therearrangement of all termsleadsto
a change in the effective Hubbard parameter in the HP
phase

Uar = E;(d*) + Eo(d®) — 2E,,(d”)
= (U-3J)/2 =02¢eV,

so that, along with the growth of the bandwidth, the
importance of strong correlations decreases, and we
expect the metallization of the system in the paramag-
netic phase. Because we do not know the width of thed
band, we may speak with confidence only about a ten-
dency toward metallization. Consider two possible
variants.

(1) Asthe band width, wetake the result of the band-
structure calculation with W, = 1.4 eV. Then, at Ug=
0.2 eV, we expect the metallic paramagnetic state. If the
systemis characterized by Fermi surface nesting, it will
transform into a spin-density-wave state (band ferro-
magnet) [17-19] with decreasing temperature bel ow

_ o1 0

Ty = L14Wsexp NGO UL (7)
where N(gg) ~ /W, isthe density of states at the Fermi
level. The electrical properties below Ty, are character-
ized by adielectric gap Ey = 2U[FLIAssuming that,
a T=0, Z0= 1/2 in the HP phase, we obtain E, =
0.2eV. For Ty, a Ug = 0.2 eV and W, = 1.4 eV, we
obtain the estimate Ty, = 10 K from Eq. (7).

(2) It ispossible that the d band is narrower than the
overall bandwidth and than Ug. Then the system in the
HP phase will remain a Mott—Hubbard insulator and
will transform into the metallic state with further
growth of the pressure. For the Mott—Hubbard insula-
tor, Ty can be roughly estimated within the effective
Heisenberg model with S=1/2. Thismodel in the spin-
wave approximation gives [20]

Ty = 1(0)S(S+ 1)/3C, 8)

where C is the Watson integral and 1(0) is the Fourier
transform of the interatomic exchange interaction. If

(6)
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1(0) did not depend on the pressure, Ty, in the HP phase
would be lower than Ty at P = 0 by a factor of 35/3.
However, as the interatomic distance decreases, 1(0)
grows. According to [3], the growth islinear, and Ty =
600 K in thevicinity of P, (at P = 0, Ty = 348 K). With
regard to the increase in the exchange interaction, we
obtain the estimate Ty = 50 K for the HP phase. The
electronic structure of a Mott—Hubbard insulator is

characterized by the existence of local levels Q, =

Euo(d) — Ex(d) (filled) and Qc = E(dF) — Eyp(cF)
(empty at T = 0) and by the dielectric ground state with
the gap E; ~ U

Thus, both considered variants lead to the conclu-
sion that the HP phase is characterized by a dielectric
antiferromagnetic ground state with the gap E; =
0.2 eV. Both variants give values of T that are consis-
tent with each other by the order of magnitude. Thedis-
tinctions appear above Ty: the metal-insulator transi-
tion in the first variant and a semiconductor that trans-
formsinto ametal upon further buildup of the pressure,
in the second variant. It is necessary to note that al
quantitative estimates for the HP phase (for A, U, and
Ty vaues) should be considered as being qualitative, by
the order of magnitude, rather than quantitative. Thus,
the growth of the pressure will undoubtedly result in an
increase in the uniaxial component of the crystal field,
which will lead to further splitting of the g, and ty,
states. Hence, the energies of all terms can change by a
value comparable to A. Nevertheless, it is unlikely that
the qualitative conclusion that Ug significantly
decreases upon the inversion of high-spin and low-spin
terms will change if the model is refined. The conclu-
sion that antiferromagnetism is retained in the HP
phase, but with alowered magnetic moment of the sub-
lattice, was also obtained in [7]. In this work, the con-
clusion isdrawn that the ground state is metallic at P >
P.. The interplay between the electrical and magnetic
properties in the HP phase calls for further, primarily
experimental investigation.

5. In conclusion, we note that the proposed mode! of
the FeBO; band structure takes into account strong
electron correlations and describes the optical absorp-
tion spectrum. The main mechanism of the change of
the electronic structure with pressureis the increase in
the crystal field, which leads to the inversion of high-
spin and low-spin terms for the d*, d°, and d® configura-
tions. An unusua mechanism of the transition from the
strong correlation regime to the regime of weak corre-
lation is revealed. This mechanism involves a decrease
in the effective Hubbard parameter along with the usual
growth of the band width.

| am grateful to |.S. Edel’ man for the discussion of
the results and to K. Parlinskii and V. Sarkisyan, who
sent some unpublished results.
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The antiferromagnetic resonance spectrum was experimentally studied for a noncollinear RoMnBr5 antiferro-
magnet under amechanical pressure applied to the samplein various directions. It is shown that the incommen-
surate magnetic phase existing in theinitial system in the presence of regular crystallographic distortionsis sen-
sitive to the pressure applied along one of the sample axes. The critical transition field to the commensurate
phase decreased under pressure. It was also found that the pressure influences the uniaxial anisotropy appearing
in the crystal basal plane in the presence of orthorhombic distortions. These effects were analyzed with allow-
ance for the domain structure of the sample. © 2003 MAIK “ Nauka/Interperiodica” .

PACS numbers: 76.50.+g; 75.50.Ee

In recent years, the crystal and magnetic properties
of the RoMnBr; compound have been intensively stud-
ied because of the discovery of an ordered helical state
in it that is incommensurate with the crystal lattice
spacing at low temperatures. The origin of this state is
in the periodical modulation of exchange interactionin
the presence of small distortions of atrigonal lattice.

The compound of interest belongs to the ABX; type
and crystallizes into the ssimple hexagonal structure
with the P6;/mmc space group (unit-cell parameters a
and c). The magnetic ions inside the face-shared halo-
gen octahedra form a chain along the sixfold axis Cg
and atrigonal latticein the basal plane perpendicular to
this axis. In this case, the in-plane exchange interac-
tions of magnetic ions prove to be the same and much
weaker than the intrachain exchange (J' < J).

At room temperature, the crystal lattice of RoMnBr,

is hexagonal with unit-cell sizes /3 x /3 times
greater in the basal plane (space group P6;cm|[1]). This
structure appears due to the second-order phase transi-
tion resulting in the periodic displacement of one third
of the magnetic ions, together with their halogen envi-
ronment, along the Cg axis. Lattice distortions of this
type give rise to a “honeycomb” modulation of
exchange interaction in the hexagonal plane, as shown
inFig. la.

On further cooling to T, = 220 K, one more phase
transition (of the first kind) is observed in RoMnBrs.
X-ray studies suggest that the crystal lattice in the low-
temperature phase is orthorhombic, while the rectangu-
lar unit cell isfour times larger than the initial cell and

hasthe sizes2a x ./3a x c. In[2], it was assumed that,
after the second phase transition, the periodic displace-

ment of magnetic atoms is rearranged and a possible
structure was proposed which corresponded qualita-
tively to the above-mentioned parameters.

However, the structure factor suggested in [2] for
the lattice basis did not explain the systematic absence
of some reflections in the X-ray diffraction patterns. In
recent work [3], a new variant of periodic displace-
ments is discussed (zig-zag chains of ions shifted alter-
nately upward and downward; Fig. 1b), which com-
pletely satisfies the experimental data. The exchange
interaction between the ion spins in the zig-zags is
stronger than between the zig-zags.

Below Ty, = 8.5 K, azero-fieldincommensurate anti-
ferromagnetic magnetic structure is observed in
RbMnBr. It shows magnetic Bragg peaks at wave vec-
torsQ = (h/8 + &, /8 + &, I) inunits of theinitial recip-
rocal lattice, whereh and | areintegersand & = 0.0183 +
0.0004 [4]. A strong magnetic crystal anisotropy holds
spinsin the basal plane. The existence of incommensu-

(b)

Fig. 1. Two typesof distortion of theideal hexagonal crystal
lattice. Magnetic ions situating in the basal plane or shifted
upward and downward from it are shown, correspondingly,
by the gray, white, and black circles; the strong exchange
spin interactions of magnetic ions are shown by the heavy
lines.
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rability is explained by the low symmetry of adistorted
crystal structure alowing the Lifshitz invariant (of an
exchange nature). This problem can a so be considered
within the framework of the microscopic row model
[5], which explains the incommensurability by the
above-mentioned modulation of exchange interaction.
In amagnetic field lying in the basal plane, the incom-
mensurate magnetic structure becomes unfavorable,
and thefirst-order transition to anoncollinear commen-
surate phase (¢ = 0) occurs at a certain field H* =
29 kOe. The magnitude of thisfield isrelated to therel-

ative in-plane exchange variation d = (J; /J' — 1) by the

expression H* = H 3/ § , where H,= 4S,/J(J] + 2J")

isthefield of spin collapse into the collinear phase [6].
The period of commensurate magnetic structure corre-
spondsto the quadruple period of the orthorhombic | at-
tice along the zig-zag and to the double period in the
perpendicular direction [3]. Thisis consistent with the
experiment [7], where the noncollinear phase showed
four 2Mn NMR branches that, ordinarily, correspond
to the presence of eight sublattices in the spin system.

The interconnection between the crystallographic
distortions and the incommensurability in RbMnBr;
can be checked experimentally by studying its mag-
netic properties under the conditions of uniaxial com-
pression of a sample of this compound. The pressure
will distort its crystal structure in a certain direction,
thereby changing the ratio between the exchange inter-
actionsin the basal plane. Antiferromagnetic resonance
(AFMR) provides oneway to observetheincommensu-
rability. In the AFMR spectra of incommensurate mag-
nets (see [6]), the resonance absorption at frequencies
corresponding to thefieldsH ~ H* and the lower acous-
tic branch shows a hysteresis for different directions of
field sweeping [8]. InfieldsH > H*, the hysteresisdis-
appears, and the AFMR spectrum takes its conventional
form. This effect alows estimation of the transition
field by comparing the field dependence of absorption
at different frequencies. Inthiswork, the pressure effect
on AFMR of several RbMnBr; samples was studied in
fields close to H* at pressures up to 200 bar. For com-
pression in the direction perpendicular to the binary
plane, the absorption intensity strongly changed mono-
tonically, indicating a decrease in the incommensurate
transition field. The presence of the crystallographic
domains inside bulky samples showed that this effect
also depends on the mutual orientation of the compres-
sion direction and the direction of orthorhombic distor-
tion of a hexagonal lattice.

Experimental results. Samples for the study were
grown by the Bridgman method from the starting RbBr
and MnBr, powders. They were mixed in the due sto-
ichiometric ratio and placed in aquartz tube, which was
then evacuated, unsoldered, and passed through an
oven at 760°C with avelocity of 1 mm/h. Theresulting
crystalswere annea ed for several days at atemperature
of about 400°C. The RbMnBr; single crystals with a
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size of about 1 cm? had flat cleavages along the binary
planes, which alowed the orientation of their Cg axis
perpendicularly to the field direction to within £0.5°.

To accomplish uniaxial compression of a sample
inside the cavity, a special transmission spectrometer
was designed. Apart from the input and output
waveguides and the absorbing cell (cylindrical cavity
with adiameter of 15 mm and a height of 10 mm), the
spectrometer was equipped with a cable, one of whose
ends was attached to the calibration spring and the
other, to a lever mechanism. The spring was placed
inside a bellows seal outside ahelium Dewar flask, and
the lever mechanism was attached to the waveguide
wallsimmediately nearby the cavity. The second end of
the spring was attached to a piston which moved on
guides by a thread along the setup axis. A coil with a
ferromagnetic core was placed inside the spring and
allowed the spring stretching to be measured with a
high accuracy by measuring its inductance. This ruled
out the error that was introduced by the atmospheric
pressure, bellowsrigidity, and friction in the determina
tion of the force applied to the sample. The sample was
glued to aquartz cylinder that was put at the cavity bot-
tom and kept from above by a copper rod. The force
transmitted to the rod from the lever mechanism corre-
sponded to the spring stretching force. Although the
introduction of aquartz rod into the cavity deteriorated
its Q factor (from 10* to 1-2 x 103, depending on the
resonance mode), this did not hamper the resonance
measurements. The whole setup, including the cavity
with the sample, was placed in an evacuated volume. A
magnetic field parallel to the setup axis was produced
by a superconducting solenoid providing smooth
reversible sweeping up to 60 kOe. Measurements were
made at frequencies from 33 to 43 GHz mainly at a
temperature of 1.3 K (appreciably lower than T of

RbMnBr;) obtained by pumping out “He vapor. The
sample under study was a platel et with an area of about
4 mm? and athickness of 1 mm.

The absorption lines of a RoMnBr; sample under
various pressures are shown in Fig. 2. The spectrawere
recorded for up- and downfield sweeping at two fre-
guencies, v = (a) 33.2 and (b) 42.6 GHz. For the first
one, the resonance field of the emitted relativistic
AFMR branch (splitted in low fields) is somewhat
lower than the transition field to the commensurate
phase of the spin system, and, for the second frequency,
it lies approximately in the hysteresis region. As seen
from Fig. 2a, this absorption is absent at zero pressure
for the upfield sweep and appears only upon the down-
field sweep. With the buildup of pressure, the absorp-
tion amplitude in both sweep directions increases
smoothly, and the resonance lines broaden. The posi-
tion of the weaker maximum virtually does not change,
while the stronger maximum shifts to lower fields. The
intensity ratio o = I/l 4, fOr the split lines increases
monotonically from O to approximately 2/3 (see Dis-
cussion). The second resonance line (near 40 kOe in
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Output signal (arb. units)

20 25 30 35 40
H (kOe)

Fig. 2. Magnetic-field dependence of the resonance absorp-
tion at frequenciesv = (a) 33.2 and (b) 42.6 GHz for various
pressures applied to the sample (T = 1.3 K). The dotted lines
correspond to the upfield sweep and the solid line arefor the
downfield sweep. The fragment enclosed in the ova is
shown on an enlarged scalein the inset.

Fig. 2aand absent in Fig. 2b) correspondsto theAFMR
exchange branch, which softens after spin collapseinto
the collinear phase. It is aso influenced by pressure,
broadens, and shifts to lower fields. At a maximum
force of 7.5 kg (seeinset in Fig. 24), thislineis split by
approximately 2 kOe. At the higher frequency (Fig. 2b),
pressure influences the relativistic branch in a similar
manner, i.e., leads to a monotonic increase in the
absorption amplitude, line width, and the parameter o
(the latter increases ailmost to 1), as well asto a down-
field shift of the left absorption maximum. The main
distinction isthat theright line in this case remains vir-
tually unchanged up to the maximal pressure, because
it occursin fields higher than H*.

Discussion and conclusions. Asis noted above, the
intensity ratio of the absorption lines of the relativistic
AFMR branch for the up- and downfield sweeping can
be used as the main characteristic for estimating the

PROZOROVA et al.
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Fig. 3. (a) The I/l gown rétio of the absorption peaks from
domain 1 (squares) and domains 2 and 3 (circles): v = (light
symbols) 33.2 and (black symbols) 42.6 GHz. (b) The
parameter K (see text) asafunction of pressure; circles cor-
respond to the relativistic branch, and crosses are for the
exchange branch. The straight lines are guidesto the eye.

transition field H* from magnetic measurements. The
hysteresis of the first-order transition determines the
difference in the microwave absorptions in the com-
mensurate phase. The observed pressure-induced
change in the absorption amplitude for the upfield
sweep and the convergence of the intensities |, and
lgown (Fig. 38) are evidence that the uniaxial sample
compression in the direction perpendicular to the
binary plane reducesthetransition field to the commen-
surate phase, which is estimated at 2—-3 kOe. This fact
confirms the interconnection between the appearance
of the incommensurate magnetic structure and the peri-
odic variation of the exchange interactions in the basal
plane. It remains to analyze the question of the influ-
ence of uniaxial compression on the positions of reso-
nance peaks, i.e., the pressure-induced shifts of reso-
nance frequencies.

Note, first of all, that the splitting of aresonanceline
due to the uniform spin-density oscillations in a mag-
netic field is caused by the presence of three crystalline
domains in the sample. They have approximately the
same volume and differ in the direction of the orthor-
hombic distortions in the basal plane of the original
hexagonal crystal. The distortions in each domain give
rise to the anisotropy with the axis directed perpendic-
ular to the binary plane. The anisotropy axes of differ-
ent domains form an angle of 120° with each other. In
our experiment, the magnetic field isdirected along one
(x,) of these axes and forms an angle of £60° with x,
and X3 The intensity ratio of approximately 2 : 1
between the left and right peaks is evidence that the
right peak corresponds to the rational field direction.

The field dependence of the relativistic AFMR
branch in the commensurate phaseat H U x and H || x

(in the basal plane) is expressed by v(H) = f(H? £ Hi),

JETP LETTERS Vol. 77 No. 12 2003
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where f is the increasing function (for weak distortions
3

of atrigonal spin structure, f(x) ~ x2) and H; isthecrit-
ical field at which the anisotropy energy and the mag-
netic energy are equalized at H || x. In the commensu-
rate structure, this should induce the in-plane spin-sys-
tem rotation by 90°; however, in the incommensurate
phase, this transition is not observed.

The value of H, can be estimated from the splitting
of thisAFMR branch in amagnetic field at agiven fre-
guency in different domains. In domain 1, the field is
directed along the easy axis (low-intensity line) and at
an angle of 60° to thisaxisin domains 2 and 3. Thecrit-
ica field is determined by the parameter Kk =

g( HZ,, —H2.) (thefactor 2/3 instead of 1/2 givesan
approximate correction to the mutual orientation of
domains 2 and 3 at an angle of 60° rather 90°) and equal
toH,(P =0) = Ky = 7.5 kOe at zero pressure. It is seen
from Fig. 2 that this field increases under pressure,
although only in domains 2 and 3, because the corre-
sponding resonance line shiftsto lower fields, whilethe
resonance of domain 1 is not shifted. The simple esti-
mate H(P) = K, + 3Ak(P) shows that the field H,
increases in domains 2 and 3 approximately twofold at
the maximal pressure (Fig. 3b).

The field corresponding to the collapse of sublat-
tices into a collinear phase also depends on the field
direction. For the two limiting orientations H || x and
H Ox,itis Hi = H2 + He. Because of this, the split-
ting isalso observed for the resonance line correspond-
ing to the AFMR exchange branch (see Experimental
results). The corresponding results obtained by fitting
the resonance absorption at various pressures by two
Lorentzian peaks are shown in Fig. 3b. The fact that the
obtained H, values deviate from the results for the rela-
tivistic branch is explained by the large line widths of
the AFMR exchange branch, which hampers the exact
line resolution at low pressures.
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Note in conclusion that the transition field to the
commensurate phase depends also on H... For this rea-
son, its change in domains 2 and 3 (where H, depends
on P) is a combined effect. The pressure-induced shift
of AFMR lines also affects the estimate of H* by the
method used in thiswork. Because of this, the observed
pressure-induced changes in the resonance-peak inten-
sities in the first domain can be considered as the only
direct evidence of the H* dependence on the exchange
modulation in the basal plane.

We are grateful to |. A. Zaliznyak for the idea of the
experiment and to A.l. Smirnov and M.E. Zhitomirskii
for helpful discussions. This work was supported in
part by the Russian Foundation for Basic Research,
project nos. 01-02-17557 and 03-02-16579. S.S.S. is
also supported by the Foundation for Assistance of
National Science.
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