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Abstract

We find in 2D electron layers in quantum transistors that the interplay between the electron
correlations and their interactions with defects in the semiconductor substrate generates a
continuous localisation—delocalisation transition for intermediate electron densities (5 < 75 < 9).
We distinguish this transition from the discontinuous metal-insulator transition which is
observed at lower electron densities (rs 2 10). The approach we use is based on the behaviour

~

of electrons at low densities. We take into account the interactions between electrons and also
their interactions with disorder. We determine a zero temperature phase diagram of localised
and delocalised states as a function of electron and impurity densities. The phase boundary
of the continuous transition is determined by the localisation length of the electrons.

1. Introduction

The metal-insulator transition in 2D electron or hole layers in n—Si MOSFET,
p—SiGe, and p—GaAs—AlGaAs devices is observed only at very low densities
(Kravchenko et al. 1994, 1996; Popovic et al. 1997; Simmons et al. 1998a, 1998b;
Lam et al. 1997; Coleridge et al. 1997). Since the average energy associated
with the interaction between the electrons or holes is much larger than the
Fermi energy, the transition is probably driven by the electron interactions. This
is consistent with the prediction of Abrahams et al. (1999) that without these
interactions there can be no conducting state in 2D no matter how small the
level of defects.

There are a number of novel properties associated with the localisation—
delocalisation transition. At a critical value of the electron density n. the system
becomes metallic. However, the metallic phase only exists for a restricted range
of rs and when the disorder level is low. The magnitude of the drop in the
resistivity diminishes with decreasing sample mobility. When the disorder is high,
corresponding to a peak mobility p < 10°m?2 V=1 s~! all electronic states are
localised.

At low levels of disorder, when ry < 9 the system undergoes a second transition
into an insulating state. In contrast with the low density transition, this second

* Refereed paper based on a contribution to the Eighth Gordon Godfrey Workshop on
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transition is broad and gradual. There is a unique relation between correlations
and disorder at both transitions.

In the limit of extremely low electron densities Wigner solidification occurs.
The exchange-correlation hole is known to be very strong at such densities
(Tanatar and Ceperley 1989). Wigner localisation is caused by the strong density
exclusion around each electron which leads to a localisation of the density
fluctuations. The mechanism for this localisation is purely the mutual repulsion
of the electrons, so that Wigner localisation can be thought of as a complete
opposite to Anderson localisation where the interaction between the electrons is
usually neglected. Wigner localisation has close parallels with the close-packing
solidification of charged hard spheres where the dominant mechanism arises from
fluctuations in the density variable.

We have previously shown that when there are low levels of defects, electron
localisation is still driven by electron correlations at low electron densities. The
impurities act as pinning centres and facilitate the localisation. However, there
is no long-range order when there is disorder and the electron solid is a frozen
glass with liquid-like short-range order. We have found in the range of electron
densities 10 < ry < 25 that weak substrate disorder causes a glass transition
(Thakur and Neilson 1996).

In this paper we concentrate on intermediate electron densities, rs <9, where
there is no discontinuous transition from a fully delocalised liquid state to a
strongly localised disordered solid. Even though we have moved away from the
limit of wvery strong correlations, to leading order the basis set remains the
density fluctuations, p(q,t) = ;.. a,t+q(t)ak(t). We incorporate scattering off
defects in such a way that the Ward identities and particle conservation are
exactly satisfied within the density basis. By restricting the basis to density
fluctuations we average over phase information of processes where the particles
and holes propagate independently (Neilson et al. 1991). We use a memory
function formalism with mode-coupling theory (Bengtzelius et al. 1984; Thakur
and Bosse 1987, 1991) generalised to the quantum case (Thakur and Neilson
1996; Neilson et al. 1991).

2. Theoretical Method

The density correlation function (p(r,t)p(0,0)) gives the time dependence of
the decay of the density fluctuations. In the liquid phase (p(r,t)p(0,0)) goes
to zero when t — oo because of the propagation of the diffusive mode. In
the glass phase the diffusion constant is zero, so if we approach the glass
transition the decay of density fluctuations becomes very slow. The local
structure and local density fluctuations no longer vanish when ¢t — oo, and
{p(r,t)p(0,0)) does not go to zero. A narrow quasi-elastic peak builds up in the
dynamic structure factor S(q,w), so that S(q,w) develops a singularity at zero
frequency.

We define the Kubo relaxation function,

@(g,t) = (N,(0] Ny(0)) M
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for the normalised density dynamical variables N(q,t) = p(q,t)/+/x(q), where
x(q) is the static susceptibility. We introduce the order parameter f(g) for the
transition

f<Q) = - ll_{% Z':I)(q, Z) ) (2>
with

(I)(qv Z) = (Nq

[%‘ Nq> . 3

In Laplace space the limit in equation (2) corresponds to the long-time limit of

®(q,1).
The Liouvillian £ is for the system Hamiltonian

H=> ealar+ 3> V(@)pgp—q+ > _ Ul@)p—q. (4)
k q q

where €, = h2k? /2m* is the single—particle kinetic energy7 V(q) is the Coulomb
interaction between electrons, and U(q) = {W Yo exp(—iq.r;) + U (g } is
the defect potential for the impurities plus surface roughness term Us,.(q). The
impurities are randomly distributed at points r; (which may lie outside the plane).

The Kubo relaxation function is expressed in terms of force—force relaxation
functions. Using mode-coupling theory the force—force relaxation functions can be
approximated by linear and bi-linear products of the relaxation functions. This
results in a set of non-linear self-consistent equations which we use to calculate

the f(q).
We start with the exact identities (see e.g. Thakur and Pathak 1986)

P = [PﬁP—z—Pﬁﬁ#ﬁﬁP]PﬁiZP, (5)
g =987 ~2=ILT e TLT)T T (6)
for the projection operators P and J,
P =N (N, P o—1-P.
7
paicaaraal = ’

and where £ = PLP. The P and J project dynamical variables into the subspace
spanned by density fluctuations |Nq), and current density fluctuations ]ENq),
respectively.
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Taking a scalar product with density fluctuation |Nq) equation (5) becomes

(ufrpe) = (i) =3

- |eolepl) - (v {w) - (vfperszg—fperian)]
(NPl (o ) ()
or, using the definition for ®(q,z) given by equation (3),
= |(ufef) == (]ePpgp i) |own.

Solving equation (9) for ®(q,z), and using (Nq‘LINq) =0 and
ﬁﬁ’Nq) = {E}Nq) - PE’Nq)} = {Equ) - ’Nq) (Nq‘L:’NQ)} = ’ENq)’

both of these relations coming from time reversal symmetry, we obtain

1
LN,|=—=—|LN,
+ EN 1N
1
= - (10)
2+ K(q,2)
The current relaxation function K(q,z) is given by
K(a.2) = (£, 5—]eN,) (11)

Now taking a scalar product of equation (6) with current fluctuation |LN,)
we get

(eNa|T|en,) = (N en,)

= (V£

- o 1 _ .
[JEJ—Z—JEJ ——=— Jﬁj}
JL

< {].czvq)m(m ]} ]LN) (12)
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Using the definition of K(q,z) given by equation (11) and solving for K(g, 2)
we obtain

Kig,2) = — 1 (ENo[£N,) 1 LW
”(EquNq)( ‘ j‘ﬂj—z 7 )

where we have used j|£Nq) = |£Nq) and
(LN,|L|LNy) = (LN, |PLP|LN,)
= {(ﬁﬁNQMQNq) - (ﬁﬁNq,NQ) (NQ|‘CNQ>} =0,

both terms vanishing because of time inversion symmetry. Now

(£,

ENq) =x""'(q) (qu

qu) = X" (@)[pg: [ H]]) = x" () (@®/m),

the last step following from the f-sum rule. We define Q, = ¢*/mx(q). Using
’P‘ENq) =0 and

|TLLN,) = {1 - Q!

LN,) (LN [}|[PLPLN,)

={1- lelﬁNq) (LNg|}PL2N,) = [PL2N,)

[since by symmetry (LN,|PL*N,) = 0], equation (13) becomes

Q
K(Qa Z) = - 1
m [ = 1 _
2+ —= P£2 —_ P£2
e ( Pq TiT —» Pq)
S . (14)
z+ M(q,2)
The force—force correlation function M (g, z) is given by
m (= 1 _
M(q,2) = 2 (Pr? ‘T‘Pﬁ . 15
(¢,2) qg( Pu| ZF7 2 pq) (15)
From equation (10) we thus obtain for ®(q, z),
P = L 16
(@:5) = ———— (16)

y_ "4
z+ M(q,2)
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From the equation of motion for the Hamiltonian H (equation 4) we have

L2pg = [H, [H, pq}]

1 1
- {2_ Y l¢* +2a.Kal, ar + =D V(k)(a-k)prpq-x
m & m .

+ — ZW (q.k)pq— k} (17)

so equation (15) becomes

M(q,2) = (ZV (a-K)prpq- k+zk:W (q-k)pq—x| P jﬁ‘;fz P
X ZV(k)(q-k)pk-pq—k+ZW(k)(q-k)pq—kD- (18)
k k

For weak scattering from defects we neglect the cross terms in equation (18)
and obtain the decoupled expression:

M(q7z) = Mee(Q)'Z) +Mde(Q7z)’ (19)

where Myg.(q,z) is the contribution to M(q,z) from electrons scattering from
defects. It is a two-point density relaxation function:

Mae(q, 2) = qu ;W (pq—kP ﬁ qu—k/> W(k')(ak). (20)
We write
Malg.t) = —3 3 (W(R@W () (@) (pasO)]pae ©)) @D
kE’
> [W2(0)Si(k)(ak)?] x [x(a—KDo(a k.0, (22)

where S;(k) is the impurity structure factor. This is unity for a random
distribution of uncorrelated impurities.

In equation (19) M..(q, 2) is the contribution from electron—electron scattering.
It is a four-point relaxation function:

kk’

Ppk/quf> V(K)(ak).
(23)

_ 1
Mee q7 = 2 ZV (pkqup ‘7
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In order to numerically evaluate an expression like equation (23), one would
usually start by factorising four-point density correlation functions as products of
two-point correlation functions. For a classical system this means the four-point
relaxation function M..(g,z) in equation (23) could also be factorised since the
functions are equivalent. The same approximation cannot be used for a quantum
system since the two functions are not identical except in the high temperature
limit:

1— efﬁhw

<A|B>w = hw

(A\B)w . (24)

However, in order to identify the transition we only need w = 0, and in this
limit the two quantum functions are identical. This permits us to factorise the
quantum four-point relaxation function. With this factorisation equation (23)
becomes

Meel.8) = =5 SOV (10 (0) (k{1 (0)
kk’

+ (P (t) pg-1e (O)><pq—k(t)pk'(0)>} V(K)(a.k'). (25)

The glass state is identified with infinite relaxation time. We define

M(q) = lim M(q,t) = Mee(q) + Mae(q) , (26)
obtaining for our final expressions,

M) = 5 3 [V o)+ Via - @ala - )]

< x(d)f(d)x(la—dDf(la—dl), (27)
Macl) = 5 32 (W)@ @ [xla - aDrla—al).(29)

q

Using equations (2), (10) and (14), we write the order parameter f(q) in terms
of M(q),

1

0= i

(29)

Since M(q) itself depends on f(g), equation (29) when combined with equations
(26)—(28) form a closed set of non-linear equations for f(g). We numerically
solve these iteratively until the solutions are self-consistent.

The correlations between electrons are taken into account through the static
susceptibility x(q). We have found that the key property in x(q) determining
the transition is the area occupied by the density exclusion region in the
exchange-correlation hole. We assume in the strongly correlated region that the
overall shape of the exchange-correlation hole is not greatly affected by low levels
of disorder.
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The static susceptibility terms in equations (27) and (28) insert into the vertex
part of the memory function the information about the strong exchange-correlation
hole. The static structure factor S(q), taken from diffusion quantum Monte Carlo
numerical simulations (Tanatar and Ceperley 1989), is used to determine a static
local field factor G(q) in the expression,

Y Xo(g;iw)
S0 = [ e e (30

The G(q) then determines x(g) using

B Xo(q)
X9 = Tl = Gl

(31)

3. Results

For a given electron density and level of defects we can solve equations (26)—(29)
for f(q). If the disorder level is sufficiently small we find there are only the
trivial solutions to the equations, that is f(¢) = 0, implying a delocalised state.
By increasing the disorder, at a certain critical level of disorder the f(g) jumps
discontinuously from zero. This behaviour implies that there is a discontinuous
metal-insulator transition to a localised state. For ry > 9 the transition from
liquid to solid is discontinuous. For a lower level of disorder the transition
occurs at a smaller carrier density (that is, for stronger electron correlations). If
we continue to increase the electron density for a fixed level of disorder, then
by rs ~ 8 the f(q) grows continuously from zero. This leads to a continuous
localisation transition from liquid to solid.

The Fourier transform of f(q),

sz/mﬁv@, (32)

gives the probability in the infinite time limit of finding an electron at distance
r from the origin if there was an electron at the origin at ¢t =0. In Fig. 1 we
show rF(r) for fixed electron densities corresponding to rs = 10 and rs =5 for a
range of impurity densities n;. We define an impurity concentration parameter
¢; = ni/ne. For the lower density, rs = 10, the F(r) is everywhere zero when
¢; < 0-085. At ¢; = 0-085 there is a discontinuous jump in F(r) corresponding to
a localisation length of the order of the inter-particle spacing. Further increasing
n; increases the degree of localisation.

In contrast at rs = 5, the F'(r) increases continuously from zero with impurity
concentration. Note that the vertical scales of both parts of Fig. 1 are different.
The overall localisation at r, = 5 is much weaker than at rs = 10 and corresponds
to a significantly longer localisation length.

We associate this evolution of F(r) at rs =5 with a continuous localisation—
delocalisation transition as a function of ¢;. We use the Ioffe-Regel criterion that
localisation occurs when the electron localisation length drops below rkp ~ 1 (see
Mott 1974). We determine a localisation length from the integrated probability
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Fig. 1. Infinite time limit probability F(r) of finding an electron at
distance r from the origin for electron densities rs = 10 and rs = 5.
Labels are the impurity concentration ¢; = n;/ne.

J d®r F(r) out to the nearest neighbour distance. Fig. 2 shows the boundary
between the localised and delocalised states as a function of impurity and electron
density. This phase boundary merges around r; = 9 with the boundary for the
discontinuous transition we have previously reported (Thakur and Neilson 1996).

We conclude that at low electron densities corresponding to rs > 10 the electron
correlations are strong enough to drive the system through a discontinuous
localisation transition to the strongly localised disordered electron glass we have
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150

100 Localized

n, (109 cm 2)

50

Fig. 2. Phase boundary for continuous localisation to delocalisation
transition as a function of impurity density n; and electron density
parameter rs.

previously discussed (Thakur and Neilson 1994, 1999). We now report that
there is a range of intermediate electron densities above ry <9, down to at least
rs =~ 5, where the electron correlations remain strong enough for a continuous
delocalisation—localisation transition to occur when the density of impurities is
increased.
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