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Abstract

The screening of the Coulomb interaction in quantum wires, subject to strong
perpendicular magnetic fields, is assessed by means of an approximate analytic
solution of the integral equation for the screened potential as well as by the
numerical solution of this equation. The exchange—correlation contribution
to the Fermi-edge group velocity, vg®(kp), is proved to be nonsingular.
For sufficiently strong magnetic fields, vg“(kp) is approximately the same
as the Hartree velocity véfl (k). The energy dispersion curves, obtained
in the screened Hartree—Fock approximation, agree well with experimental
observations.

1. Introduction

In recent years considerable efforts have been devoted to the electron—electron effects on the
subband structure of quantum wires (QWs) in the presence of high magnetic fields [1-5]. In
submicron-width channels, many-body electron—electron interactions play a very important
role. However, to date, we are aware only of Hartree [2,4] and Hartree—Fock [3] treatments
of Landau levels (LLs). In reference [6], correlation effects and their influence on the spin
splitting have been studied within the screened Hartree—-Fock approximation (SHFA). One
important conclusion of this work is that corrections caused by screening strongly suppress the
exchange splitting and smooth the energy dispersion near the Fermi edge, where the derivative
of the exchange contribution diverges logarithmically. This is similar to the case of a three-
dimensional (3D) free-electron gas. As is well known, the unphysical singularity of the
Hartree—Fock energy can be traced back to the divergence of the Fourier transform of the
bare Coulomb potential 47re?/g> at ¢ = 0, and it can be removed by taking into account the
screening effects of other electrons in the system. However, in a quantum wire subject to a
strong perpendicular magnetic field, it is not clear how the singularity at the Fermi level caused
by exchange is cancelled by the screening and what the properties of the screening field are.
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The derivative, with respect to the wave vector, of the single-particle energy near the Fermi
level, i.e. the group velocity, is also worth considering because it is not only closely related to
the energy dispersion curves but also connected to experimental results [5].

In reference [6] the correlations were treated by an incomplete iteration procedure and
the strong suppression of exchange splitting obtained relied on nonstandard approximations
for the energy and group velocity. As discussed in reference [6] the validity of some of these
approximations is not obvious forry ~ 1. Though the results of reference [6] are reasonable and
in agreement with some experimental results [5], it is desirable to have self-consistent results
obtained, e.g., by a complete iteration procedure, and obtain as explicit an expression for the
group velocity as possible. This is the purpose of the present work and the results are obtained
by both a numerical and an approximate analytical solution of the pertinent integral equation
for the screened potential. Importantly, our results are obtained without the assumption g < 1
common to standard perturbative calculations.

In sections 2 and 3 we present the formalism and obtain an approximate analytical solution
of the integral equation for the screened potential. This solution agrees well with that obtained
by solving the integral equation numerically. In section 4 we use the analytical solution to
calculate the correlation energies on the basis of the SHFA. As expected, at the Fermi edge
the divergence of the exchange is cancelled exactly by that of the correlations. In addition, we
obtain new expressions for the contributions of exchange and correlations to the group velocity
at the Fermi edge. Concluding remarks follow in section 5.

2. Basic relations

2.1. Free-particle energies

We consider an electron gas confined in a submicron-width channel, of width W, by a potential
V, and subjected to a strong magnetic field B applied along the z-direction. If exchange and
correlation effects are neglected, the confining potential V, can be taken as parabolic [6] for
W <03 um,ie.,V, = m*Q2y?/2, where m* is the effective mass. Then the one-electron
Hamiltonian 4 is given, in the Landau gauge A= (=By,0,0), by

h° = [(px + eBy)* + pi]/2m* +Vy +goupS;B/2

L T S L g ()
2m* 2 2 2 '
where
we = |e|B/m* &= (> +Q%)'?
m=m'a’)Q Yo(px) = pxwe/m*d.

The corresponding eigenvalues ¢, and eigenfunctions W, ; ¥, are given by
o = Enty.0 = had(n +1/2) +1*k? /2 + goppo B/2 )
Wy, = e @, (v = yo(k)) VL. 3)

W, is the spin wave function with eigenvalue 0 = =£1. For the calculations that follow we
need the matrix elements [6] for L — oo:

(WK |7 [nky) = 8, 4x_o(n'k, |9 [nk,)

W\ (ak, = ko) +ig, \" " o iae kil
=34 — T 1Y —u/2n—n iagyk.?/2 4
q<v+k70<n! ) < \/i/l ) € n (M)e ( )
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Here ky = ky £k, a = o /®, u = [a*q> + q)%]fz/Z, I = (h/m*®)"/? is the renormalized
magnetic length, and L~ " (u) the Laguerre polynomial. In agreement with experiments [5]
we assume that V, is sufficiently smooth that Q <« w.. This means that V) affects the
eigenfunctions very little but it changes the eigenvalues considerably. This condition is usually

fulfilled for strong fields B.

2.2. Exchange and correlation corrections

The correction to the single-particle energy due to exchange and correlations, &%, can be

obtained by using, e.g., the screened Hartree—Fock approximation (SHFA) [9]. When the

upper, spin-split Landau level (LL) (n = 0,0 = —1) is empty, i.e. for v = 1, &% , is given
by [6] '
1 kr 00 o)
i~ =g [ k[ da [ gl v —Kigna))
T —kr —00 —00
X (Oky [e"Y 0K} ) (0K, &' |Ok,) )

where V*(qx, gy, q;) is the Fourier transform of the screened Coulomb interaction. As is usual
in the SHFA [9], we treat the screened potential ¢ in the static limit. Then V* in equation (5)
obeys the integral equation [6]

vod(qy +45) v 00
hTa) W / dgy1 V¥ (g, 941, q))
873G J o T

Vs(qu gy, 6];) =

o0
Y [ Pl ke s s = 00

ng,ng v —X
X (g, kxa = qxle™ " |, Kxa). 6)
Here vy = 47T262/€ and kp = (0/h2)[2m* AEFT]I/2 is the characteristic wave vector such
that this level is filled only for |k.| < kr (AEpy = Er —h@/2 — goppB/2). Within the
random-phase approximation (RPA), the tensor F; g connects the screened field V* with the
induced charge density, or the ‘induced’ density matrix p* = p — p°, in the following manner:

fl’l/g.kxﬁ - fnwkm
gnﬁ,kxﬂ,l — Eng k1 + lh/t
= a,ﬁ(nﬁs kx;;"/xlnaa ka,)- (7)
Here 1 — oo is the adiabaticity parameter and p° satisfies
0
prla) = fola)

<n/3, kx;; 1o |ng, kxa> = (nﬁ’ kxﬁ [V¥ing, kxo,>

where

Jo =1/[1+exp((eq — EF)/kpT)]

is the Fermi—Dirac function. For a system having spatial homogeneity in the x—y plane, the
left-hand side of equation (7) is determined only by the difference between the wave vectors
of the two states, and equation (6) can be reduced to the standard Lindhard equation [8].

3. Integral equation

3.1. Approximate analytical solution

The first term on the right-hand side of equation (6) is the bare Coulomb potential; the other
terms are caused by screening in the QW. The Fjo-term involves transitions and screening
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within the lowest occupied LL, whereas the terms Fy, and F,o (n = 1,2,3,...) involve
interlevel transitions and screening. In strong magnetic fields the total screening contribution
is determined mainly by the Fj o-term and it is sufficient to replace the sum Z:j’nﬂ in equation
(6) by just three terms [6,9]: Fy 0, Fo.1, and F} o. This means that we take into account only
the intralevel and adjacent-level screening. Further, we split V* as

V2 (qx: Gy qy) = v08(qy +43)/q + V. (4x. 4y. q;) @*=q;+4q})
and use equation (4) and
Eny — 5n;;|na;£nﬁ ~ (na — nﬂ)hd). (8)

Denoting by sinc(x) the function

sinc(x) = sin(lEFx)/x
we can approximate equation (6), for 7 — 0 K, by
2v§v112 L

83 4q’

o~ QAT+ /4

Viqx qy:q,) =

x |coskra(g, + qy) — (a*§* — 4yqy) sinc(gy + é;)i|

N d)hlavl
2vpv; 1 _ o
+ 3 ?/.dQ)fl Vs qy15q)e (@GR4iP+aqD) 4
8 q
. o
X _coskpa(CIy —qy1) — whlav, (a”qy +qyqy1) sinc(qy — le)] . ©

Here,

q; = qil DX,y ...
q =@ +q)'"?
a = (g3 +q;)'".

The solution of equation (9) for the screened potential V*(gy, g, q;) can be sought in the
form

V2 (Gx 4y- 4)) = @Gy Gy) P (Gs. G) k1 cos kG coskrg,

+ ky sinkpqy sinkpg, + ks (G; — Gyq,) sinc(Gy +G))] (10)
where

D(Gy. Gy) = (/e ™01, (11)

The coefficients ; (Gxs Gy, c};) (i =1, 2, 3) can be determined by substituting the trial solution
(10) into equation (9). The results, detailed in the appendix, are

ks(Gx. Gy, @) = —Xro/[m(1 +rog'e™1"/)] (12)
ki(Gx- Gy- Gy) = (=D —ao(1+a0K;) ™' C1(Gx. G,)C2(Ge- Gy) (+:i=1; =i =2)(13)
where

= ~ ro [® _ _..1%cos2kpg,

Ki(gy) ~ Ki(qy) — — dg, e ————. 14

+(qx) +(qx) = 5 /m qy 24 roge—i' 2 (14)

X is a fitting factor and the functions C| and C, are defined in the appendix; cf. equation
(A.10).
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Agreement with the numerical solution of equation (9) is obtained if we take
X = (2/m) arctan[G} exp(5G, +4.5)].
Another expression that gives a very good agreement is
X =1 — exp(—200G7).

This means that for é = 0 the interlevel contribution to the screened field is zero, while the
intralevel one tends to infinity. Further, C; and C, have different forms because the screening
in the QW is inhomogeneous along the y-direction. Equation (14) will be used in the next
section.

3.2. Numerical solution and results

In principle, equation (9) can be solved by iteration. However, as the integral kernel on the
right-hand side (RHS) of equation (9) becomes very large when g, is very small, any small
deviation in the trial values would cause a very large deviation on the RHS and lead to either
divergent results or an extremely long procedure. We avoided these problems by taking the
approximate analytical solution, equation (10), as the initial value and applying a ‘weighted’
iterative method. The details are as follows.

Suppose V,i is the LHS value obtained by substituting the trial value of the ith iteration
V' into the RHS of equation (9). Then the trial value of the (i + 1)th iteration is taken as

Vit = Vi x (V] — V)

where 0 < x < listhe ‘weight’ factor. If we take x = 0 we have Vi*l = Vi which means that
there is no change between successive iterations. On the other hand, if we take x = 1 we have
Vi*! = V! as in the traditional iterative method. For equation (9) we take x small, say 0.5%
for g, = 1/150, to avoid divergence of results between iterations. In this way one can obtain
the numerical solution with any accuracy, provided that the iteration times are large enough.

The results of the numerical solution of equation (9) are plotted in figures 1 and 2 for
some special values of ¢, and w,/ 2. For comparison the results of the approximate analytical
solution, expressed by equations (10), (12), and (13), are shown by the dotted curves. As can
be seen, the two results agree very well and this holds for large ranges of the parameters. For
example, the value of w./ 2 can be changed, at least from 25 to 45, and that of g, from the
very small value 0.1/ kp to the very large one kp. Figures 1(a) and 2(a) show the worst case:

G = 1/kp.

4. Exchange and correlation energies, group velocities

With tk~1e help of quations ), (102, ang (13), ~the correlation and exchange energies
(> =k + q}%, g =k + 5};2, QO+ =k, — k_/2 & kr) can be written as

‘ rohéd /WF . oo
SN dk_ ——  F. Fi2+G (15)
Okt 2 Jii, +.Z_1+a01<i(k7)
where
® 4G, e~/? N 3 :
Fui= / —q»‘zq C; [cos(Q_Gy) + cos(0.Gy)] i=1,2 (16)
. N

o poo e~ @+a2)/2 . - o
G = / f dg, dq; Tk3 cos[(gy +q;)(kx — k_/2)]sinc(g, +q;) (17)

00 —4_
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Figure 1. The numerical solutions (solid lines) and the approximate solutions (dotted lines) of
equation (9) for g/ = 1/kr = 1/15 (a) and g,/ = 2.0 (b) for ro = 0.85, R = w./ Q2 = 25.
and

o r()h(I) (//;F+/€x dlz . /IEFIEY d]; ) / 43 equ/Z (18)
e 1= — _ _ q .
0,ky,1 7 0 0 y q-
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Figure 2. As figure 1, but for g,/ = l/l;p (a) and ¢! = 2.0 (b) withrg = 1.0, R} = w./ 2 = 45.

In equation (15) the last term is the correlation contribution from the neighbouring level.
The total correction to the free-particle energy due to exchange and correlations, &7 , is
given by the sum of the contributions from equations (15) and (18).

To study the behaviour of the exchange and correlations near the Fermi edge we consider
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the derivative
ec a ec
v, (kp) = - %80&,1

ky—kp

_ lar [ KO(@ ) _ a0k (ko) K(ko) oK (120)15—(/;0):| (19)

27 4 1+a012+(120) 1+0601€—(120)

I;0~>0

whgre IEO = %F - ng. Making the~app~r0ximations, for ozolf'i > 1, Ko(x)|x—0 ~ In(2/x) and
aoKE/(1 +apKy) =~ 1 — 1/agK+(ko), and using equation (14), we can simplify equation
(19) further and obtain

ec larg 12% 1 1 1 2
Ve |];0—’0 =5 | Kol ) (11— — |Ky— |1 - — + = K_
2 4 apK., aoK_ aoK_

IQ(Q- K., K. K_
_ _<TkF) A E_E (20)
2 \ @ K., K_ ayK?

The first term on the first line of equation (20) comes from the exchange; it is positive and
logarithmically divergent for ko — 0. However, its singularity is cancelled exactly by that of
the correlations. This conclusion can be proved to be true even when the condition o K +>1
is not satisfied. Also, one can see from equations (17) and (19) that near the Fermi edge the
adjacent-level contribution to the derivative deg% ,/ dk, tends to zero very quickly. In this
case the nonsingular part of the total derivative comes from intralevel screening. For strong
magnetic fields, vg®(kr) given by equation (20) tends to be a constant:

wly, Lo [~ dg e % (1 — cos 2krg,)

8 ~ 72~
K4 )y p fi2+ g2 e @i

where vf (kp) = IQUQUp /®). This conclusion is reached because the second term in the
square brackets is less than 4% of the first term, e.g., for rp = 1, and is consistent with the
approximate result of reference [6].

v(kp) = v ~ vy (kp)  (21)

5. Concluding remarks

In section 4 we obtained, within the SHFA, the exchange—correlation energy &g ; and its
contribution to the Fermi-edge group velocity. Our derivation is based on the approximate
solution of the integral equation for the screened potential. As shown in section 3, this
approximate solution, which served as a very good first step for the iteration procedure, agrees
very well with the numerical one. Another important point is that, in contrast with standard
perturbative calculations or those of reference [6], in our approach making the assumption
ro < 1 is not necessary.

We further notice that, as in reference [6], for the single-particle energy E,, k. » the results
can be described in the framework of the local-density approximation (LDA) [12]. The latter
can be calculated at T = 0 by solving the single-particle Schrodinger equation

[h” + VeeDI®) = Eni,ol@) (22)
where Vxc(y) is the effective potential. The corresponding eigenvalue can be obtained from
Eok..1 = €ox.1+ {|Vxc(y)]), since Vxc(y) is small compared to 1%, Now as in reference [6]

we take

Ve () % 6y = 6600 191 < volke). (23)
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As for the region |y| > yo(kr), we take Vxc(y) = 0. Then upon evaluation of (|Vxc(y)|) we
find a very good agreement with the results of section 3 for the energies.

We now apply our theory to the experimental situation of reference [5] in GaAlAs/GaAs
QWs. The parameters for sample 1 are 72 ~ 0.65 meV, B ~ 10 T, W =~ 0.30 um; this gives
IEF ~ 15, w./ Q2 = 25. For sample 2, the estimated parameters are 72 = 0.46 £+ 0.2 meV,
B ~ 73T, W ~ 0.33 um, and they lead to kr ~ 15 and w./Q =~ 32. We plot our
results for sample 1 and sample 2 in figures 3 and 4, respectively. Figure 3 shows that
electronic correlations suppress the spin splitting and therefore there is no v = 1 quantum
Hall-effect (QHE) state in sample 1. In figure 4, at the Fermi edge, there is an activation gap
AEr ~ 0.013hw. ~ 1.5 K. This is very close to the experimental result [5] AE | r ~ 1 K.
The single-particle group velocity at the Fermi level v, (k,) = (1/h)(9/ BIEX)EOJ(XJ can be
calculated as

[
— H c L
veke) = o )+ 3 e Dl i 24)
A numerical calculation gives v, (kr) = 6.911? and v, (kp) =~ 11vf for samples 1 and 2,
respectively. The corresponding values of reference [6] are, respectively, v, (kr) = 10v£’ and
Ve(kp) = SU: .

0.4
E/ho

k|
X

Figure 3. Energies as a function of ky for sample 1 of reference [5]. The parameters are
nQ A~ 0.65meV, B ~ 10T, W ~ 030 um, kr ~ 15, and R] = ./ ~ 25. Curve |
shows E = g x,,—1 for the upper spin-split LL. Curve 2 shows E = ggx,,1 + ag‘k 1 obtained from
equations (2), (15), and (18). Notice that there is no finite gap that would lead to the v = 1 QHE.

In summary, we have assessed the effects of Coulomb interaction and correlations in
quantum wires at strong magnetic fields for v = 1. We have obtained an overall agreement
between the analytical and numerical results as well as between the theoretical and the
experimental results. Actually, the approach we that we discussed in section 3, involving
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0.4
E/ho

021 i

k|
X

Figure 4. As figure 3, but with the parameters of sample 2 of reference [5], i.e. 1Q =
046 =02 meV, B ~ 73T, W = 0.33 um, l;p ~ 15, and R| = w./2 =~ 32. In contrast
with figure 3, when the exchange and correlations are taken into account, a gap appears between
the curves for the 0 = —1 and 0 = 1 LLs and leads to the v = 1 QHE state.

only interlevel and adjacent-level screening, can also be applied to the cases of v = 2,3,
provided that k}, is large enough. This will be the subject of a separate investigation.
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Appendix A. Solution of the integral equation

To solve equation (9) we make the approximation
Lo [T e10(@y+G kv

@ity [ k.,

—kp (kxoz - LIx)z - k%a

= (vikp/Ge U2 [E(AL) - Ei(A)] (A1)

~ g eia(livﬁ_i)(/;F —4./2) (A.2)

~

where Ay = i(Gy +G))kr £ Gc/2), vi = —i/h*kr = —(&/ Q)>(1/kplh&) and E; is the
exponential integral [10]. In equation (A.1) we can neglect the change in amplitude because it
has a very small effect on the screened field described by equation (6) and on the exchange and
correlation energy given by equation (5). However, the variation in phase caused by different
g plays a much more important role in equation (5). To simplify the results, we make the
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approximation (A.2). Also, in agreement with experiments [5], we take kr = 15. This is
sufficiently large to allow the use of the simplified equation (9) for studying the exchange and
correlation in our problem. For simplicity we use a ~ 1.

We now substitute the trial solution (10) in equation (9). With the help of sinc(x) ~ §(x)
and the neglect of small oscillatory terms, we can make the following approximations:

.ol N -
/dqyl G k3 (- Gy1» GG — Gydyr) Sine(Gy + Gy1) cos kpgyy

~ ~) I\~ —G7? >~
~ Ekg(qx, —3y-4,)3'e”" " coskrq, (A3)

—ql/2 -
/dc}yl ; k3 (G Gyt @3) (@5 — @,dy1) Sinc(q), + Gy1) sinkp gy
1

T~ - mps o~y G2 LY .
N k(@ =y, 33T sinkrd, (A4)

e h e e
/ dgy 7 k3(Gx- Gy1- @y) (G2 — Gydy1)(Gy + Gydy1) SInc(Gy — Gy1) Sinc(q), + Gy1)
1 )

~ . ~ ~ ~ ~) o~ N~ —g2 . ~ ~
~ ks (Ges Gys 47 — 44G)Ge” T 2 sine(qy +Gy).- (A5)
If we now equate the coefficients of the cos k F{y COS k Fqy, sin k F{y sin lzpé;,, and sinc(gy +q)
terms on both sides of equation (9) we obtain

- 7 Y T R
k3(qxs Gy, 4y) = —;0 [1 +73'¢ k3 (G, Gy qy)] (A.6)

S . 00 =@ 1 £ cos(Rkpgy) -
ki(qx, Gy, Gy) = Fao [li/ dgy1 — kbl
—00 qi 2

ki (G, q\,éy)}

OlN -7 ~ ~ ~ - r‘()~ _=2 ~ . ~ ~ .
F ’"qu/e s (Ge, =Gy q4y) — >4e q /zk,-(qx,qy,q/’v) i=1,2

(A7)
where o = (@/ 9)2(1/1€F) and oy = roa/m. The solution to equation (17) is
ks(Gy. Gy 4y) = —ro/lm (1 +rog'e 0" /7). (A8)

This value of 123 and those of IE (i =1, 2) given below with X = 1 lead to an expression for
the potential that agrees with the numerical solution of equation (9), depending on the value of
¢x, to within 80%-99%. A much better agreement is obtained if we change k3 to X k3 where
X is a function of g,; see below. As for k (i =1, 2), we assume that it can be factorized as

ki = kix (G)kiy (G, Gy)K]y (Gx, G)). With
ks(Gx. Gy, @) = —Xro/[m(1 +rog'e™1"/)] (A9)

we obtain

- (—D)*! — g 2 Xrog'e 4"/
ki(Gx. Gy, 4y) = -

1 +a0[€~ 2+roée“72/2 2(1 +roé/e—‘7'2/2)

(=D — ) .
—CI(QxaCIy)CZ(Qqu}) (+i=1L—-i=2) (A.10)
1+Ol()
where
- 00 dg, e—7/2 7
Ki(g,) = ——— (1 & cos 2krq,). A1l
+(d) [ TG Fdy) (A11)
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With K4 = Igi|,0=0 we have
K@) ~ [ Ko(@2/4)/2 % Ko(krpd) |/ (A12)

where K((x) is the modified Bessel function [10] and

. o e_‘j\z'/zlzlzcole;Fc}, o - _2m,\
K+@o =/ 44, — - Z(—qu ! /2)
—0oQ

2 n=0
K ro [ i 5 1 :I:COSZIEF% A3
=Kelg) =5 | dave 2+ roge 2 (A-13)

Substituting equations (A.9) and (A.10) back into equations (A.3)—(A.5) confirms the validity
of these approximations.
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