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16.1 Quantum Transport
16.1.1 The Concept of Current in Quantum Mechanics

We have seen in Sect. 16.2.1 how we could define current in classical Drude theory
in terms of electrons or charges obeying Newton’s law with frictional forces giving
rise to resistance. In Chap. 4 we had introduced the methodology of quantum
mechanics and argued that classical physics was not really the right way of looking
at dynamics on a microscopic scale. In practice it turns out that the classical theory of
transport is very useful indeed, and one can go a long way in understanding transport
phenomena in solid-state physics and engineering using the classical method. But
there comes a point beyond which the classical description does not work well
anymore, and we have to consider the quantum mechanical aspects. This happens on
many occasion most of which we cannot discuss here, but we can consider a very
simple and common situation where quantum mechanics is needed. Consider a beam
of electrons injected, for example, in the conduction band of a semiconductor via an
electrode and traveling to the other electrode. Now we can ask what is the current? In
classical physics, the answer is obvious if we know the velocity of the carriers. Now
we can insert a potential barrier on the way, for example, a material with a higher
bandgap as in Fig. 16.1, and ask: what is the resistance produced by the potential
barrier on the electrons impinging on it? A classical Drude approach would obvi-
ously give us a totally oversimplified and misleading answer to this question. It
would require the definition of “frictional force” but which acts only in the form of
one obstacle and would not give a satisfactory picture of this well-defined and
concrete transport problem. So the right starting point in this case is the quantum
mechanical definition of the current (quantum current). To do this, and for simplic-
ity, we consider a one-dimensional situation and write down the continuity equation:
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Fig. 16.1 Illustration of the three regions of particle motion
op 0J,
5 T3, =0 (16.1)

This equation is generally valid and is an expression of particle conservation
where p is the density and J, the current in x-direction. Now we rewrite the equation
using the quantum mechanical definition of density and the time-dependent
Schrodinger equation from Eq. (4.2). Recall that density in quantum mechanics is
p =Y

0(P* W) oY ow* —iH iH
A NLAPY Y (S| L R y— |¢* 16.2
5 o R R (162)
With the Hamiltonian:
H="— 16.3
2 v (163)

Substituting the Hamiltonian from Eq. (16.3) into Eq. (16.2), we note that the
potential energy term cancels and we have in one dimension:

O(P*Y)  ih x

S =, (FH(VRY) - ¥ (v2)) (16.4)
QW*Y)  d h [0 0
T oxomi (q] (&T> T(ET >> -0 16:3)

From which it follows with Eq. (16.1):
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f (T*a—yj - 8_‘1’*) (16.6)

* = omi Ox Ox

This, Eq. (16.2), is the quantum mechanical definition of the current. It has some
very interesting features. We note that it immediately follows that to carry a current,
a wavefunction must be complex. In a closed system like a box, and in the absence of
a magnetic field, i.e., when we have time reversal invariance, the wavefunction can
always be chosen as real, and therefore the current is zero. This statement may not
seem surprising perhaps, but it is very important. A plane wave ¢, for example,
carries an electron current density of —gfik,/m in the positive x-direction. So a beam
of particles impinging from the left to right can be represented by such plane waves.
Now consider what happens when a barrier is inserted in the path of such a beam.
Clearly some will be reflected back, and some will go through the barrier. The
question is how many per second will make it through? Classically only charges with
sufficient energy to cross the barrier can go through. The quantum mechanical
picture is quite different. This is one situation where one can see that the classical
method does not work at all. So let us consider the quantum mechanical solution.

16.1.2 Transmission and Reflection Coefficients

Consider the diagram in Fig. 16.1 showing what happens to a beam of carriers
impinging on a potential barrier.

We let a beam of particles come in from the left with amplitude A, and because
some carriers will be reflected back again, there is a reflected beam with amplitude
R traveling in the opposite direction. To the right of the barrier, there are no particles
coming from the right, so there is a transmitted beam with amplitude F' (Fig. 16.1).
The potential regions are divided as follows:

Regionl : x < —a,V =0 (16.7)
Regionll : —a <x < +4a,V >0 (16.8)
Regionlll: a < x,V =0 (16.9)

We also assume that the processes take place without the particles changing their
energy. This is an example of “elastic scattering.” So the solution of the time-
dependent Schrodinger equation as defined in Chap. 4, Eq. (4.6), in each of the
three regions can be written as:

) ) h2k2
@ = Ae™* 4 Be Y L F = Tml (16.10)
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The transmission and reflection coefficients are defined by the relations:
FI?
T=|— 16.13
: (16.13)
2
B
R= |- 16.14
: (16.14)

To solve the problem, we now use the boundary conditions, continuity of the
wavefunction, and its derivative, at x = a and x = —a, to determine the coefficients.
This gives four equations:

e—ikla +§Cikul _ %e—ikza 4 %)eikza (16.15)

0 { B 2} e E B 2} (16.16)
%eikm + gefikzu _ geikla (16.17)

ks L—fei"w - ge—fh“] = klgei"‘” (16.18)

Solving these equations allows us to write:

F A [ (I + I -
== o~2ikan [cos (2kpa) — %( lkjl;z 2) sin (2k2a)} (16.19)
B F\ k& — k?
2— =i~ ) 2—"sin(2k 16.20
n Z(A) ik sin (2ka) ( )
Using the relation:
2 2
F B
— — =T+R=1 16.21
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Which expresses the conservation of probability, we can find the transmission
coefficient:

1

T= TN (16.22)
1+ %( ]‘(]kzz) sin2(2kza)
Or in terms of the energy E of the particle we have in the region E > V:
1
T= —E>V (16.23)

1+1 E(EV—iV) sin?(2k,a)

where ky = \/2m(E — V) /h*. The solution is still valid when E < V. Since k, is

now complex, it is convenient to redefine:

Hi2
ik2:K—>2—:V—E>O (16.24)

m

We can rewrite the transmission coefficient in this regime as:

1

1+ iE(“,/—iE)sinhz(ZKa)

T

—E<V (16.25)

The limit E = V is of some interest. Taking this limit in Eq. (16.25) gives us:

1

:ﬁ—)
1+7’"(h‘?

E=V (16.26)

which shows that even when the kinetic energy is exactly as large as the potential
energy, the transmission coefficient 7' < 1. Now consider a really interesting situa-
tion, namely, when E > V and when in Eq. (16.23), we have the condition:

sin?(2kya) = 0 (16.27)

This happens when:

2aky =nwr —n=1,2,3... (16.28)

With this condition it is equivalent to saying that when 2a = n (%) 2, the transmis-
sion T = 1, i.e., we have a perfect transmission despite the fact that the particle has to
cross an obstacle, and space is no longer homogeneous. At these resonance the
particle does not see the scattering object. It behaves as if it were not there at all. The
same phenomenon happens in optics for light transmission through a Fabry-Perot
mirror at resonance. The requirement for perfect transmission can be rewritten as:
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The behavior is shown in Fig. 16.2. When we have more than one barrier, or well,
the above procedure is extended to allow reflected and transmitted waves in every
region in the regions between the obstacles in a very natural generalization of the
above example. In the two barrier case we have four unknown coefficients instead of
two, but we have an extra boundary with two conditions.

16.1.3 Discussion

When considering the Quantum mechanical problem of transmission of
particles through potential barriers, one can see a rich variety of behavior. This is
true even for the simple problem of the transmission through a constant barrier as
shown above. One of the most important results is the fact that one can transmit
through a barrier even if one does not have enough kinetic energy to surmount it
classically. This is a consequence of Heisenberg’s uncertainty relation in which the
delimitation of an obstacle in a specific region of space introduces indeterminance of
momentum and energy. As the beam of particles is used to “measure” the presence of
the object in a specific location, it no longer has a well-defined energy when it
crosses the obstacle.

The transmission coefficient is, as one would expect, also a measure of the
resistance or the conductance of the system. Let us examine what this implies for
conductivity.
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Fig. 16.3 Illustration showing the assumption that the charge reservoir on the right is shifted down
by eV and that the electric field is not affecting the band structure of the system

16.1.4 The Electrical Resistance Due to Potential Barriers
in Quantum Mechanics

We can consider this particle beam as being emitted from an electron reservoir in a
metal and collected in a similar reservoir at a lower Fermi energy or chemical
potential. So now we have the total current emitted from left to right which is
(A = area, 2 W = bandwidth, g\ = density of states per volume):

In = Ac Tﬂsk)gv(skmek) (hr’;) dey (16.30)

But from right to left, with carriers emitted from a reservoir held at a lower
chemical potential of magnitude eV (see the drawing of Fig. 16.3), the current is:

I = Aq J flex+qV)gy(ex)T(ex) (%) dey, (16.31)

The net current is therefore the difference which is:

1 =g [ {F(en) ~ e+ aV) ey o) 7o) () e (1632)

For small voltages we can expand the Fermi function to order ¢V to obtain:

I =Ag*V T (— g—i)gv(sk)T(sk)(%>dsk (16.33)

This elegant result shows how the transmission coefficient determines and defines
the conductance G of the system which is:
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And we should remember that at 7 = 0, the derivative of the Fermi function is a
delta function at the Fermi level so that G = qugv(eF)T(sF)v(eF) where v(ep) is the
Fermi level velocity vp = \/2EF/m.

This result is now easily generalized to multiples of barriers of various shapes and
sizes. In all cases, we need to calculate the new transmission coefficient using the
generalization of the same method.

The above derivation assumed free electrons. For band electrons the x-velocity
should be replaced by % S—Zﬁ, and the mass is the effective mass m*.

The reader will note that if Eq. (16.34) is compared to the classical Drude
result, then it is possible to define an effective Drude relaxation time via the relation

2
{6Druge = n,Z_*T, gep)er = n}:

(16.35)

Note that the Drude relaxation time scales as length times T(Ep). Indeed in a
macroscopic resistor 7(L) will depend on the number of obstacles and also change,
decreasing with L. If we assume that the wavefunction loses its coherence each time
after scattering from an obstacle, then every time it crosses an obstacle, it is like
starting again at the next one, then the resistance caused by each obstacle is additive,
and the scaling of T will be as 1/L, 1/T =_1/T, =% < 7> where w is the

n

average distance between the obstacles so that:

2<r > w

i v(er)

(16.36)

Where < > = average denotes the average over the distribution of 7,,. On the other
hand if the system is ordered, and the total transmission coefficient does not change
with L, and stays at T = 1, we can see that the Drude relaxation time goes to infinity
with L, so that the resistivity of the macroscopic material tends to zero.

16.1.5 The Influence of the Applied Electric Field

We have up to now not mentioned the electric field. By drawing the transport path as
in Fig. 16.4, we have avoided the problem of having to mention the applied electric
field altogether. The only reason why there is a current is because the electrons in the
right reservoir have a lower Fermi level, so the number crossing from left to right for
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Fig. 16.4 The diagram illustrates a two barrier path with different barrier heights. The methodol-
ogy of the solution is as before

a given temperature is smaller. But in reality there is, of course, an electric field
gradient and electrons emitted to the right are subject to a field, and classically, they
are accelerated by this field and then they scatter and/or just reach the other electrode.
The quantum mechanical problem of a charge moving in an electric field was treated
in Chap. 10. The problematic is not as simple as in classical physics because we deal
with energy eigenstates not with acceleration and instantaneous velocities. So we
avoided this issue at this stage, and it is all right to do so provided the applied
potential is small, and we can work in the linear response or ohmic regime keeping
only terms in first order in the applied potential. From Eq. (16.33) we observe that to
linear order in V, the transmission coefficient and wavefunctions use to do derive it
can be assumed to be the zero field values. So here we have neglected the fact that the
field will change the energy levels, that these energy levels will have a spatial
structure as treated in Sect. 16.2.1, that consequently the electrons can also relax
their energy to the lattice as they move, and that there is energy dissipation or joule
heating in going from left to right. The energy relaxation steps do also lead to
resistance processes, but in many situations of interest in quantum devices, the
barrier reflections and tunneling processes where energy is conserved are by far
more important for resistance than the energy exchange with the lattice.

16.1.6 Resonant Tunneling Over a Double Barrier

Let us now consider the double barrier obstacle as shown in Fig. 16.5. In the zero-
bias limit, the diagram shows the position of the Fermi level of the reservoirs by the
dashed line and the two quantum well eigenstate £, and E;. The application of a bias
field changes the potential profile. As shown, as soon as the bias is big enough for the
Ey level to line up with the injecting Fermi level, we have the phenomenon of
resonance. The incoming energy exactly matches the quantum well energy, and we
have an enhanced transmission. The modeling of the transmission coefficient using
the method outlined above is shown in Fig. 16.1 for two different values of well
widths. One can clearly see how the current rises with bias reaches a maximum at
resonance and when the injecting level and quantum well level move out alignment,
the current decreases again and we have the phenomenon known as negative
differential resistance (NDR). The phenomenon of transmission resonance can be
understood very easily using the perturbation method of Chap. 4.


https://doi.org/10.1007/978-3-319-75708-7_10
https://doi.org/10.1007/978-3-319-75708-7_4

522 16 Quantum Transport

Fig. 16.5 The conduction-
band profile for a double E,
barrier resonant-tunneling
structure (Copyright 1989 Eo V=0
from “The MOCVD
Challenge, Vol. 1: A Survey - — — _ —_ —_ — _E
of GalnAsP-InP for Photonic E.
and Electronic Applications,”
Razeghi, M., p. 114, Fig. 3.37.
Reproduced with permission
of Routledge/Taylor &
Francis Group,LLC) E,
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We consider the electron at the injector Fermi level uncoupled to the quantum
well to be in the state ¢(er) and regions I and II as defined above in Eq. (16.7) to
denote the left and right reservoirs; then we allow a coupling to the quantum well
level state E, with strength #; similarly for E;. Now by perturbation theory to first
order in the coupling, the reservoir eigenstate will be admixed to the quantum well
eigenstates to give (Eg, E| > €r):

In
&'F[I] — E]

110
EF [I] — E()

¥ = di(er) + & (16.37)

¢y +

In the present of a bias, one can approximately assume that the couplings ¢ and the
quantum well levels change so that Ey | — Ey | — gFa where a is the first barrier
width and F the applied field so that:

tro(F) 1 (F)
er — Ey 4+ qFa 0 er — E1 4+ gFa

¥ = ¢r(er) + ¢, (16.38)

Now we see that when the levels aligns, the admixture diverges, the wavefunction
acquires a high probability of mixing with the quantum well state. Of course at
resonance one has to use the degenerate state perturbation method also explained in
Chap. 4. To evaluate the full transmission with this method, one has to allow the
coupling to the second reservoir as well and then obtain the amplitude of the initial
state in the final state. But this is straightforward. Experimentally one can observe
these negative differential resistance resonances, but it is not a trivial task, and a
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number of conditions have to be satisfied. The quantum well levels are in practice
not just sharp eigenstates but they are subject to broadening in the plane specially if
the semiconductor layers are highly doped. Note that the same perturbation proce-
dure can be applied to the second reservoir, and thus one can couple the initial
reservoir to the final reservoir by a simple extension of the above perturbation
theory, i.e., replacing ¢, with:

_ fg(F)
E = 16.
¢o + Eo — en + gFa ——————ule) (16.39)

€1l

where ey is now any energy in the final reservoir and 7y, is the admixture energy
from the zero energy state in the well w to the final energy in the right reservoir, or
electrode II, and not just the Fermi level. When the carrier has arrived in the second
reservoir, it still has the field energy which it has acquired on the way, and it can
deposit it in the electrode. Similarly for the upper energy level in the central well.
The scattering-induced broadening washes out some of the features as one might
expect. For example, from Eq. (16.38), the broadening can be represented as an
imaginary part contribution iI" to the energy which gives the admixture probability:

tro?
(er — Eo + qFa)* +T?

lan|* = (16.40)

Then there is also the thermal broadening effects which we can also include in the
broadening width, and the fact that off resonance, when the quantum inelastic
tunneling transport paths are improbable, the carrier can cross the obstacle by
using the thermal activation into the quantum well levels. The so-called phonon-
assisted pathways are important as we go up in temperature. Figure 16.6 shows the

3.0

. ; I : n
0 1.0 2.0 3.0 4.0 5.0

V,volt

Fig. 16.6 Resonant-tunneling current/voltage simulations for 3- and 6-nm-wide wells (Copyright
1989 from “The MOCVD Challenge, Vol. 1: A Survey of GalnAsP-InP for Photonic and Electronic
Applications,” Razeghi, M., p. 114, Fig. 3.38. Reproduced with permission of Routledge/Taylor &
Francis Group, LLC)
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Fig. 16.7 The structure of
the device used by Razeghi
et al. in 1987 (Reprinted with
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Tardella,A., Davis, R., Long, -
A., and Kelly, M., “Negative
Differential Resistance at
room temperature from
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p. 116. Copyright 1987,
1IEEE)
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Fig. 16.8 Pulsed current/voltage characteristic for a sample showing negative differential resis-
tance at 3 V bias (Reprinted with permission from Electronics Letters Vol. 23, Razeghi, M.,
Tardella, A., Davi, R., Long, A., and Kelly, M., “Negative Differential Resistance at room
temperature from resonant-tunneling GalnAS/InP double barrier structures,” p. 116. Copyright
1987, IEEE)

calculated negative differential resistance in the device structure shown in Fig. 16.7.
In Fig. 16.8 one can see the negative differential resistance obtained by a voltage
pulsed technique at room temperature. The pulsing ensures that space charge and
thus internal field effects do not mask the quantum tunneling process.

It is also possible to see negative differential resistance (NDR) in the steady state
in some materials and especially if we go down to low temperatures where thermal
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Fig. 16.9 Resonant tunneling through a double GaAs/AlAs superlattice barrier, single-quantum
well heterostructure (Reprinted with permission from Applied Physics Letters Vol. 49, Reed, M.,
Lee, J., Tsai, H., “Resonant tunneling through a double GaAs /AlAs superlattice barrier single

quantum well heterostructure,” p. 158. Copyright 1986, American Institute of Physics)

broadening and pathways are suppressed. Figure 16.9 shows the NDR produced at

room temperature in a GaAs/AlAs double barrier system.
The reader is referred to the books by M. Kelley and C. Weisbuch and B. Vinter

for a more detailed review of negative differential resistance in quantum devices.
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16.1.7 The Superlattice Dispersion

One of the most interesting phenomena of quantum physics is produced when we
apply a strong electric field to narrow energy bands. The case of free electrons in an
electric field was treated in Chap. 11, and there we were interested in what happens
to the optical absorption in a semiconductor. Here we want to focus on what happens
in narrow energy bands and show that the physics is very novel and interesting. Let
us first recall the Kronig-Penney band structure of Chap. 5. This model is actually a
very good representation of the band structure of a semiconductor superlattice as
shown schematically in Fig. 16.10. A popular example considered in practically
every specialized book (see Razeghi 1989; Weisbuch and Vinter 1991, Davis 2000,
Kelly 2000) is the GaAs/AlAs superlattice.

With infinite barriers, the individual quantum wells would have confined
eigenstates as shown in Fig. 4.7 in Chap. 4. When the barriers are finite, the quantum
well confined levels can tunnel across and then overlap with each other thus forming
energy band whose width can be adjusted as was done in the Kronig-Penney model
in Sect. 16.2.1. In principle we can proceed as for the Kronig-Penney model here too.
But there is a quicker way to examine the band structure specially when there is an
electric field and that is to use the “tight binding model.” In the framework of the
tight-binding model discussed in Chaps. 1 and 5, the overlap or coupling between
the confined levels of subband “n” in two adjacent wells can be written as:

1 = Jd2¥y V(2) ¥ i1 (16.41)
Hi+1 = t?fH,l

where W is the confined quantum well state in well , V(z) is the potential caused by
the adjacent well which starts at z = a and finishes at z = b, and the superlattice
distance is ¢ = # (see Fig. 16.10). The coupled Bloch wavefunction of energy E in
one dimension can be written as a superposition of the individual quantum well
(n subband) state:

Fig. 16.10 The schematic representation of a superlattice periodic potential in the growth direc-
tion. The vertical arrows denote the expected width of the so-called superlattice minibands formed
by the coupling of the quantum well wavefunctions as in the Kronig-Penney model of Sect. 16.2.1
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¢e(x) =) Ci¥ui=)_ Cllnl) (16.42)
I} 1

Taking the expectation value of the Hamiltonian with the coupled states,
Eq. (16.42) gives by definition:

E = (¢p|Ho + V|dg) (16.43)

When substituting Eq. (16.42) into Eq. (16.43) and evaluating the right-hand
side, we encounter terms of the form:

(n,|Ho|n,1) = EY (16.44)

(n, 1| Holn, Y0 — [ £ 1 (16.45)
(n,[|Holn', 1) =0 —n#n (16.46)

m V()| 1 £ 1) =t (16.47)
n,\VI, 0y 0= #£1+1,n#n (16.48)

The above relations give the following relations for the coefficients:

EC] = EyC}' +1,(C}y, + CI) (16.49)
Uit = In

The equation can be solved by making use of the translational symmetry and
Bloch’s theorem which says that:

n  __ ngik,c
Cly=Cle

, (16.50)
City = Cjeihe
where c is the lattice repeat distance so Eq. (16.49) becomes:
E — E° — 2t,cosk,c)C' =0
(E-E, )€ (16.51)

E,(k;) = E° + 2t, cos k¢

7
Z

This cosine dispersion is a good approximation to the superlattice band structure
in the growth direction. The wavefunctions in Eq. (16.49) are now labeled with the &,
vector as @, ;.
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16.1.8 The Stark-Wannier States

Now consider the application of an electric field in the z-direction. This introduces an
extra term in the Hamiltonian, with F denoting the applied electric field:

Hp = H + qFz (16.52)

Now we can expand the new eigenstates in terms of the new Bloch states we have
just derived. For convenience, we only deal with z-component, the x,y directions
are free electron effective mass states, and the total energy is decomposed as
E=E_ + e(ky) + e(k,)

¥(2) =Y Auk) s (2) (16.53)
nyk;

With H:¥(z) = E,¥(z), we have after multiplying the left with using the orthog-
onality of the wavefunctions:

(E. = En)An(ks) = gF Y 7, , . o Aj(K) (16.54)
K,j )
where:
Zssi = jdzqs:zkz (a0 (2) (16.55)

and the matrix elements Eq. (16.55) obey the rule:

. 0
Zn,kz;i,k; = lan,jék;,k/ﬁ (16.56)
Z

Substituting Eq. (16.56) back into Eq. (16.54) gives us a first-order differential
equation:

A (k)
ok,

(EZ - En,kr)An(kz) = igF (16.57)

which we can integrate straight away by first dividing throughout with A,,, to give
after substitution Eq. (16.53):

z/c
dk, ity .
¥,)"(z) = J cl/zz—gexp [ikz(z —uc) — ﬁsmkzc (16.58)
—r/c

where we have used the relations:



16.1 Quantum Transport 529

E, = qFcv+E° (16.59)

L
Z - Jdkz (16.60)

i 2z
E,(k;) = E° + 2t, cos k.c (16.61)

This defines the energy levels. The Bloch symmetry in the superlattice which
stipulates that the same functions must be reproduced if the origin is shifted to an
equivalent site forces the indices v to be integers ranging from (—oo,00). The
complete wavefunctions and energies are now given by:

z/c

| ndk; 2t . 1\"?
We(x,y,z)= J eV 2—7;exp {ikz(z—uc)—chsmkzc] X <L L)> exp (ikyx+ikyy)
—z/c
(16.62)
h2
E:chu+E2+2m*(k§+k§)Hfoo<u<oo (16.63)

The wavefunction in the z-direction is a well-known function in mathematical
physics, and it is called the Bessel function of the first kind J and can be written in the
usual way as:

z/c
J C2_7; exp {ikz(z —vc) — ﬁ sin kzc] =J:y (ch> (16.64)
—z/c

The new physics is fascinating. The first thing we note is that the Bessel functions
are localized in the z-direction. Starting from an origin vc, the wavefunction decays
after a distance of L, where

2,

L,=
qF

(16.65)
The stronger the electric field, the smaller the wavefunction. This is classically
completely counterintuitive. The eigenstates will form a so-called Stark-Wannier
(SW) ladder centered about the middle of every quantum well in the superlattice,
extending to about the distance L, in the z-direction. Since the banding parameter £,
increases as we go up in the quantum well subband index 7, because the confinement
is weaker at higher energies (see Chap. 4 Eq. (4.47)), the localization length of the
Stark-Wannier states increases for the higher energy bands in the superlattice.
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If an electron is put in any of the Stark-Wannier states, it is in an eigenstate and
will stay there forever and not transport charge unless it is allowed to couple with the
photon or phonon fields. And of course it is coupled to those fields, and thus it will
relax down the Stark-Wannier energy ladder emitting light or heat as it moves. The
current or drift velocity is then limited by the rate of energy relaxation. If we
calculate this rate (Movaghar 1987), then we can calculate the drift velocity. If the
energy relaxing coupling Hamiltonian is H,(z) then by the Fermi golden rule (see
Chap. 10), we have the rate:

2

2
= JdZ‘Pj (2)Vi(z,05)¥y| 8(qcFV — qcFu + hay)(1 + n(wy))

Yw = ? -

— gcFv > qcFV
Vr(Z7 t) = Vr(Z7 a)s)eiwﬂ + V;k (Z7 a)s)e—iwsl

(16.66)

where the excitations @, emitted can be phonons or photons and V. is the relaxation
coupling. Even though the dominant relaxation channel is phononic, specially when
there is a resonant Stark-Wannier transition with an optic phonon mode, the photons
emission can be turned into a lasing emission in the so-called quantum cascade laser
(QCL) structure (see Faist et al. 1994 and Slivken et al. 2002, in the further
reading section for more information). In the process v — v the distance traveled
is d = ¢(v' — v) which then defines a transfer velocity. Moving against the field is
also possible but will involve an absorption of the excitation involved. But the
excitation has to be available so the “up rate” involves an activation factor via the
phonon or photon occupation number n(w,). Again from the Fermi golden rule for
absorption going up the energy ladder, we have:

2

= Z—H JdZ\P: (Z) Vr(Z; a)s)lpy’ 5(6]CFI/ - qCFI/ + ha)y)(n(wv))

Tw

s

— gcFV > qcFv (16.67)

n(ws) = m (16.68)

We conclude that the motion of electrons in finite energy bands in quantum
mechanics gives rise to a very different physical picture than in classical physics.
What is happening here viewed in the semiclassical picture is that the carriers are
accelerated by the electric field to go up the Bloch band energy ladder (assume
t, <0):

= 4F (16.69)
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E, (k) = E? —2|t,| cos k(t)c (16.70)

Since the energy is periodic, in the absence of energy dissipation, the electron
accelerates and then slows down again when it reaches the top of the energy band
and then actually has to return in space to move against the field. It cannot go further
than a certain distance in space without losing energy, because its energy will have
reached the top of the allowed energy band which is E = Eg. Its motion in energy
space is periodic and so is its motion in real space. This motion is called Bloch
oscillations, and one can understand that the particle is being actually localized by
the applied field. In order to move a longer distance than the Stark-Wannier length,
the carrier has to emit energy, and in the quantum mechanics point of view, relax
down into the adjacent Stark-Wannier state or classically speaking, start a new
journey forward in field direction in space as soon as it has emitted energy, thus
avoiding to have to go back in space. The reason why the simple classical viewpoint
is valid in many situations is that the electron has in most cases plenty of opportunity
to relax its energy before it has reached the top of the band. In formal language, the
energy relaxation time (inverse of the rate) is short compared to the time it takes to
reach the top of the band via Egs. (16.69) and (16.70). Under these circumstances it
is possible to think of the relaxation as a frictional force acting on a carrier which
remains in the effective mass regime staying in the small k region with
coske~1 — (k)12

16.1.9 Quantum Transport in Two-Dimensional Channels

One of the most brilliant discoveries of quantum well physics is the idea of the
modulation-doped structure, shown on the right-hand side of Fig. 16.11 and more
explicitly in Fig. 16.13. The dopant is introduced in the barrier layer as, for example,
in Fig. 16.11 in the AlGaAs layer. In this way the carrier moves into the region of
low energy which is the conduction band of the GaAs layer and leaves its counterion
behind in the barrier. The counterion is now well separated in space from the
conducting channel formed in parallel and shown in Fig. 16.13. The physical
separation from the dopant means that the charge impurity scattering contribution
is considerably reduced compared to the normal case.

The scattering rate can be written as:

1 m* P o2kld] b \6 2
o e 2 2\b+k dk
Timp wh’ky \2€0€p J [k + q,G(k)] 1— (k/2kp)2

(16.71)
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Fig. 16.11 Mobility of various two-dimensional electron gases 2DEGs as a function of tempera-
ture (circles) showing how the peak mobility which is limited by impurity scattering has increased
over the 20 years shown. The mobility of bulk samples is shown for comparison (crosses) for older
material (bulk) and newer material (clean bulk). On the right we see a simplified structure of a wafer
grown in the sample of highest mobility (From J.H Davis “The physics of low dimensional
semiconductors” p. 360, Fig. 9.11a, copyright Cambridge University press 1998, redrawn from
Applied Physics Letters Vol. 55 “Electron mobilities exceeding 107 cm?/V-s in modulation-doped
GaAs,” pg. 1888, Fig. 1, copyright American Institute of Physics 1989. Reprinted with permission
of Cambridge University press and American Institute of Physics)

1 b\ b\ b
Gk)=<|2(— 3 3
(k) =3 [ (b+k> + <b+k> * ( b+k)
where b is defined below, Njy,, and N;p are the 2D-impurity and the 2D electron
concentrations in the dopant layer, respectively, and d is the distance to the impurity
dopant layer as measured from the edge of the GaAs layer (see Fig. 16.12); the
remaining parameters are defined later (Fig. 16.13).

And the wavefunction in the channel (see Fig. 16.12) is plane wave like in (x,y)
plane and in confined z-direction-given by (Ando et al. 1982):

(16.72)

3\ 1/2
u(z) = (%) zexp[—bz/2] (16.73)

b is the so-called Fang-Howard decay parameter given by:

33m*q2N2d 173

We also have the definitions for Eq. (16.71):
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Fig. 16.12 Energy band diagram for a modulation-doped heterostructure (Copyright 1995 from
“The MOCVD Challenge Vol. 2, A survey of GalnAsP-GaAs for photonic and electronic device
applications,” Razeghi, M., p. 371, Fig. 9.2. Reproduced with permission of Routledge/Taylor &

Francis Group, LLC)

Fig. 16.13 Typical cross
section of an AlGaAs/GaAs
MODEFET (Copyright 1995
from “The MOCVD
Challenge Vol. 2, A survey of
GalnAsP-GaAs for photonic
and electronic device
applications,” Razeghi, M.,

p- 372, Fig. 9.3. Reproduced
with permission of Routledge/
Taylor & Francis Group,
LLC)
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where ag; is the effective radius around the hydrogenic dopant charge. To a
reasonably good approximation, the rate can be written in the very simple form:

—=N imp
Timp

1 rh
8m* (|d|kr)’

(16.76)
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For a concentration Nop~ 3.10° m~2, d = 30 nm and Nimp = 10 m=2, m= my

The exact result is u~50m?/Vs and if this is the dominant source of scattering at low
temperatures, the mean-free path is /. ~ 5 pm.

In contrast, the acoustic phonon scattering rate, using the same wavefunctions,
can be shown to be using the electron-phonon coupling from Chap. 15:

1 3m*bkT(Dy)*
— = mi(ém) (16.77)
Tac 16pdv§h

The LO optic phonon rates start at higher temperatures when such phonons can be
excited as expressed by the Bose distribution function and give:

1 2o\ # (1 1 1
— = —— | — (16.78)
TLO h 8hieg \e(o0)  €(0) exp (hl?)LTo) 1
b
In GaAs the LO-phonon scattering rate is ~ {1013WHZ} and therefore very

strong and dominant when 7> 40 K. The temperature structure is very close to what
is shown in Figs. 16.11 and 16.14 as one crosses into the temperature region when
optic phonons are excited, i.e., T > 40 K. Figure 16.12 defines the two-dimensional
electron gas referred to as 2DEG, exhibits the difference between the mobility in the
bulk and in a 2DEG gas, and shows how the various theoretical scattering
mechanisms can explain the temperature behavior in the two systems.

16.1.10 Motion in the Plane: Magnetoresistance and Hall Effect
in Two-Dimensional Electron Gas

As a consequence of the high mobilities and long mean free paths, carrier dynamics
also exhibit beautiful quantum effects in the presence of an applied magnetic field.
We first recall what happens to the spectrum of a 2DEG in a magnetic field from
Chap. 4. As we recall from Fig. 4.14 and Eq. (4.174), the magnetic field enhances the
Landau level splitting and increases the density of states in each subband, so that as
we go up in magnetic field B, the Fermi level is pushed down until at very high
B field, only the first subband is occupied. As the Fermi level moves through the
Landau levels, one must remember that these have a finite broadening caused by
scattering from disorder, and they will typically look like Fig. 16.15 or Fig. 16.16.
The localization of eigenstates at the band edges produced by disorder and the
Shubnikov-de Haas oscillations in the conductivity and the quantum Hall conduc-
tivity derived from the Quantum hall effect (QHE) were discussed briefly and
qualitatively in Chap. 15. The objective in this chapter is to introduce the reader
also to the new mathematical physics.

Consider first the classical Drude magnetoresistance we derived in Sect. 10.8.
This formula was good enough for most optical applications, but it ceases to be
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Fig. 16.14 Theoretical and experimental mobility of (a) high-purity GaAs (b) at a heterojunction.
The theoretical lines give the limits placed on the mobility by the relevant scattering mechanisms
(Part (a) Reprinted with permission from Thin Solid films Vol. 31, G E Stilman and C M Wolfe,
“Electrical characterization of thin epitaxial layers” pg. 69 Fig. 7, copyright 1976 Elsevier. Part (b)
Reprinted with permission from IEEE Tech Digest, International Electron Devices Meeting,
Dilorenzo, J., Dingle, R., Feuer, R., Gossard, M., Hendel, A., Hwang, R “Materials and devices
Characterization for selectively doped heterojunction transistors,” p. 578-581, Fig. 3. Copyright
1982, IEEE, New York)
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Fig. 16.15 Density of states model of a single Landau level broadened by disorder and showing
the shaded region where the eigenstates are expected to be localized. As the Fermi level crosses the
density of states, it goes through extended and localized regions. The longitudinal conductivity is
zero when the Fermi level is in the localized region, and the Hall conductivity does not change until
the Fermi level is again in extended states
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Fig. 16.16 Longitudinal magnetoresistance p,, of low-pressure MOCVD-grown GalnAs/InP
versus magnetic field for various angles at 4.2 K (Copyright 1989 from “The MOCVD Challenge,
Vol. 1: A Survey of GalnAsP-InP for Photonic and Electronic Applications,” Razeghi, M., p. 125,
Fig. 3.48. Reproduced with permission of Routledge/Taylor & Francis Group, LLC)

useful at high magnetic fields in high mobility 2DEG systems, where Landau levels
appear. An improvement which takes the Landau quantization into account and
allows also for a lifetime broadening and impurity scattering was derived by Ando
et al. (1982). The conductivity becomes in the effective mass approximation:
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Fig. 16.17 Resistivity data Magnetotransport
P and py, at 1.3 K for an
InGaAsInP heterostructure 10 uA
(MOCVD) growth technique 2 mm] ‘%g'—
4.3 x 10"em™?)

1 = 60000 cm*/V/ 10
s (Copyright 1989 from “The
MOCVD Challenge, Vol.1:A
Survey of GalnAsP-InP for
Photonic and Electronic
Applications,” Razeghi, M.,
p. 131, Fig. 3.53. Reproduced 2r
with permission of Routledge/
Taylor & Francis Group, 1k
LLC)
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2N 1 2(we7)?
o (w = 0,B) = T22° - (@c7) S S(,) (16.79)
m* 1+ (w.7) 1 4+ (w.7)

27%k, T 27%k, T 2ne /4
S(w) = hwf cosech( hwf > cos (hwj) exp {_wcr} (16.80)
when (@7 < 1), where 7 is the scattering rate .. the cyclotron frequency and N,p the
carrier density in 2D. The oscillatory structure of this function reproduces the
measured structure shown in Figs. 16.16 and 16.17, and indeed it is possible from
this comparison to deduce the effective mass and scattering rates (Weisbuch and
Vinter 1991).

Now consider the quantum Hall conductivity also shown in Fig. 16.17. In order to
fully appreciate the significance of this phenomenon, it is necessary to mentally get
rid of the scattering process altogether and consider the pure quantum state with
magnetic field B and in the presence of the applied electric field F. The full
Hamiltonian in the Landau gauge is:

1 2 P;zc Pz,
HY — {%(Py""CIXBz) +2m—*—|-2”§* +gF x ¥ =FEY (16.81)

In a 2DEG formed by modulation doping or a quantum well confinement, the
motion in the z-direction is bounded, so that the wavefunctions and energies in the z-
direction are not free-electron like. But for the present purpose, this is immaterial.
We also drop the z-index on the B field. The new electric field-dependent term gFx
can be combined into the x-dependent B-terms. The solution is a straightforward
extension of the F' = 0 problem to give:
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¥, (p,.p.) = (ﬁ) 1/2f=><p [%(py +pz)} b, (x - xp,,) (16.82)

3,09 = (172 /\% exp |~ 3x/an | o) (16.83)

a0:< f )1/2 (16.84)

The energy levels are:

m*
Eu(py.p.) = hoe(n+1/2) + qF %y, + p? + = (Fy/B)” (16.85)

1 o (Fu

2DEG confinement in the z-direction would replace p? — E, ,, and these would
correspond to the z-eigenvalues of the Fang-Howard model in Eq. (16.73), for
example. Note the interesting fact that the energy levels depend on the value of
the y-momentum and that the value is asymmetric with p,, so that the negative p,, will
have lower energy, and these eigenstates will be the first to be occupied at 7 = 0.
Now consider the quantum current in the y-direction. Remember that the velocity in
a magnetic field is different so that the momentum becomes
my, = —iha% — —iha% + gB_x, now taking the matrix element of the new operator

and then giving a velocity which is remarkably independent of p,;:
1 q
Jy,=— —F, = —Nyp=—F, 16.87
v=4 ; flpy)z 2wy (16.87)

The sum over p, at T = 0 just gives the total number of occupied electronic states.
Noting that the degeneracy of each Landau level is 48 5o that for i; number of full
bands N, = i;gB/h, we obtain for the Hall conductivity of electrons:

2

1
Oxy = —(q Zf(pv)E = _iL% (1688)
P

The Hall conductivity is dependent only on the filling index of the Landau
subbands i;. The quantity one normally works with is the Hall resistivity defined as:
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GXV

P =3 (16.89)
and the magnetoresistivity is given by:
Oxx
= 16.90

When the Fermi level is in a Landau gap, o,, = 0 but o4, is not, so the magnitude
of the Hall resistance is:

(16.91)

Now let us look at an experiment. We note that Fig. 16.17 is similar to Fig. 15.20
obtained in a more accurate measurement configuration. It shows that the measured
Hall conductivity has plateaus. Every time the Fermi level passes into the edge
region where the levels are localized as shown in Fig. 16.15, the Hall resistivity does
not change, because localized levels do not conduct. But as soon as we pass the edge
of the Landau levels, and reach the middle of the Landau bands where the levels are
delocalized, the Hall conductivity changes again, going “up or down” depending on
whether we are decreasing or increasing the magnetic field. The Hall resistivity
decreases rapidly as we cross the “free” region in the direction of increasing
magnetic field B. Now consider the longitudinal resistivity p,,. Every time the
Fermi level passes through the Landau gaps, we know from Eq. (10.22) in Chap
10 that a null or a localized spectrum implies a zero conductivity and thus from
Eq. (16.91) a peak in the resistance. Since a minimum scattering rate finite relaxation
time is inevitable, the Ando formula (Egs. (16.79) and (16.80)) is in practice a good
approximation. The remarkable feature of the Hall conductivity is that despite the
fact that there are regions of localized states and that electrons that occupy these
states do not conduct, the total Hall current behaves as if all the electrons have
transported normally as free carriers. The free carriers have acquired a higher
velocity which exactly compensates for the ones which are not moving (Prange
1981).

The important point is that the quantum Hall current flows even when the band is
full, and the Fermi level is in a mobility gap in the bulk of the sample. It is not a
Fermi level property as is ordinary conduction. Indeed when the Fermi level is in a
gap, by definition, all the {+p, and —p,} states from Eq. (16.85) are occupied, and
there is no free eigenstate until one goes up to the next Landau level which is a
distance %w. away in energy space. The Hall current in a full band is like a
diamagnetic current which is associated with an equilibrium state of the system in
magnetic field. If one introduced an obstacle in the path of the carriers, the current
would flow around the obstacle, and its total value would remain the same (Prange
1981). Carriers cannot be scattered back and redistributed in other locations of space
because all the eigenstates are full. If they could, then the eigenstates would be
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redistributed or mixed into higher Landau bands, and the Fermi level would not
remain in the mobility gap. The system creates new disturbed or scattered eigenstates

which are linear combinations of the plane wave states exp (%) considered above in

Eq. (16.82). Every time {+p, and —p,} current contributions are added in this
admixture, the net current is the same amount as for the undisturbed pairs. If the
disturbance is such as to seriously mix the Landau bands, the Landau levels lose their
identity, then the Fermi level no longer stays in a mobility gap, and the semiclassical
conditions and Hall current are recovered. The same is true if the electron-phonon
scattering destroys the quantum coherence of the Landau eigenstates making them so
broad that they overlap each other.

16.1.11 The Fractional Quantum Hall Effect

Going back to the Hall experiment reveals that more detail appears in the Hall
resistance structure as we go to higher and higher mobility and larger magnetic fields
as shown in Fig. 16.18. The additional substructures are believed to be caused by
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Fig. 16.18 Longitudinal resistivity p,. and transverse resistivity p,, of a high mobility
two-dimensional electron ga at 150mK, showing the fractional quantum Hall effect filling factor
v is indicated and p,, is reduced by a factor of 2.5 at high fields. (Reprinted with permission from
Physical Review Letters Vol. 59, Willett, R., Eisenstein, H., Stoermer, H., Tsui, D., “Observation of
an even denominator quantum number in the Fractional Quantum Hall effect,” p. 1776, Fig. 1.
Copyright 1987, American Physical Society)
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electron-electron interactions. First we recall from Chap. 14 that in a 2DEG the
screening is not as effective as in 3D. This is further accentuated by the high
magnetic fields which produce gaps in the energy spectra and thus make it more
difficult for charges to move and respond to the presence of other charges. In the high
mobility 2DEG, we are dealing with mean-free paths of order 10 pm or more. The
most serious disturbance seen by an electron in its “magnetic orbit,” apart from the
edge of the sample, is the presence of other electrons. In the presence of a strong
magnetic field, the field caused by the other carrier constitutes a serious disturbance
and generates novel forms of many-electron organizations, similar but even more
complex than superconductivity. The charges and spins correlate their motion in
pairs, threes, and even in lattices. . ., etc., in such a way as to reduce the total potential
Coulomb energy. These coupled particles are also called quasi-particles and create
their own energy gaps and elementary excitations. The excitations across the many
body energy gaps can appear as particles with fractional charges, and this then
produces the fractional quantum Hall effect (FQHE) characteristics shown in
Fig. 16.18. One can see in this diagram that in addition to the usual Landau
bandgaps, the system now exhibits new zeros in its “longitudinal resistivity” as
defined by Eq. (16.90) and new plateaus in the “Hall resistivity” (Eq. (16.89)). At
low densities, Wigner (1934) has shown that an electron gas prefers to crystallize on
a lattice in order to minimize its potential energy. In a so-called Wigner crystal,
electronic motion is then similar to phononic vibrations, and the system becomes an
insulator. This trend is enhanced by a strong magnetic field which forces the
electrons to move in Landau orbits. Now it can happen that for various electron
densities or Landau band filling, “partial crystallization” takes place in a magnetic
field, which is to say that the electron motions become correlated as described by the
Laughlin wavefunction, yet they remain fluid and do not assume a rigid lattice-like
correlation of a classic Wigner crystal. Each electron is not shared at a group of sites,
and each site now appears to carry a fractional part of the charge. The new electronic
“self-organization” is such that at any time, a fraction of the charge builds a Wigner
type lattice to lower the Coulomb energy of the electron gas and is consequently
immobilized, while the remaining fraction can conduct through the gaps of the
Landau-Wigner lattice (fluid), giving the illusion of fractional charges (Laughlin
1983). Localized and mobile charges can exchange places in this highly correlated
Wigner-Landau fluid. As in superconductivity, electrons add at one end (input
electrode) into the many body collective state and leave at the other end (output)
leaving the “many body collective” more or less intact. The charge transfer is in
effect therefore the continual reorganization and exchange of particles with a many
body state. The detailed discussion of this fascinating topic is however far beyond
the scope of this book, and the reader is referred to the original literature on this
subject (see Tsui et al. 1983 and Laughlin 1983).
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16.1.12 Landau-Stark-Wannier States

The reader should note that we can also solve for the superlattice with an electric
field in the growth direction as we did in Sect. 16.1.5 and also now allow a magnetic
field in the growth direction (perpendicular to the plane). The combination of electric
and magnetic field in the growth direction then generates the so-called Landau-
Stark-Wannier bands. The wavefunctions are:

1\ 12 ; 1 2t
an,l,I/ (p}’ X, Y, Z) = (L—) exXp |:% (p}’y + pzZ)] ¢n ()C — xp‘,)%\]%—u (_qFIC>
y
(16.92)

1\ 1 1 5
b (x) = (W) e {—E(x/ao) ]Hn(x/ao) (16.93)

The energies are p,, independent as in the 2DEG, and have the same degeneracy
per Landau band:

E,.v = hwo.(n+1/2) + qFcv + EY (16.94)

where v is again an integer which ranges from [—o0, co]. When the magnetic field is
applied in the plane of the superlattice, with an electric field in the growth direction
as above, the mathematics is somewhat more complicated but still tractable in terms
of the so-called Mathieu functions (Movaghar 1987). The electron moves in Landau
orbits which are interrupted by the SL potential. The Landau confinement now
competes with the Stark-Wannier localization, producing unusual electron dynam-

ics. Novel effects are expected when the cyclotron radius [. = \/qu (see

Eq. (10.119)) starts to compete with the Stark-Wannier localization length
(Eqg. (16.65)). This configuration has not been studied much because of the com-
plexity of the experimental process involved. Applications could be envisaged in the
fine-tuning of energy levels and performances of the quantum cascade laser (QCL).
However fascinating the physics, applying a magnetic field of 5 T or more changes
the size and cost of the device to such an extent that it renders it normally impractical
as a “simple” laser system. But recently some workers have indeed made QCL
structures which operate in perpendicular to the plane magnetic fields and which
show promise as terahertz (THz) photodetectors and terahertz lasers (Scalari et al.
2006).

16.1.13 The Effective Mass of Carriers: Cyclotron Resonance
Using light it is possible to excite carriers from one Landau level to the other. The

difference in energy between two adjacent subbands is hv = h:fl—ﬁ~10_43mﬂ* eV
where B is measured in Tesla. So an absorption experiment in the far infrared and
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Fig. 16.19 Experimental
recording of the transmission
of 337, 119, and 78 pm
radiation by Gag 47Ing s3As as
a function of magnetic field

1 = 60000cm?/V/s (Copyright
1989 from “The MOCVD
Challenge, Vol. 1: A Survey
of GalnAsP-InP for Photonic
and Electronic Applications,”
Razeghi, M., p. 145, Fig. 3.65.
Reproduced with permission
of Routledge/Taylor &
Francis Group, LLC)

78 um

119 um

337 um

Transmission (arbitrary units)

Magnetic field (T)

at low temperatures should reveal distinct inter-Landau subband absorption pro-
cesses, and the position of the energy resonance should allow us to deduce the
effective mass. This is indeed one of the standard ways of measuring the effective
mass, and an example is shown in Fig. 16.19. In materials with small effective mass,
it is also possible to use this method to study how the effective mass changes with
temperature and magnetic field. The way the change in the effective mass comes
about can be seen from the Kane formula for the effective mass as discussed in
Chap. 5. Temperature changes the bandgap; it reduces it in most semiconductors
because the lattice tends to expand. The change in bandgap is roughly ~y7k,T where
the constant yr is of order 1 and varies from material to material. The change in
bandgap will also according to Eq. (5.82) change the effective mass. However these
averaged Kane effective mass corrections are very small, and one has to consider
other corrections to the electronic energies as well. For example, one needs to
include effects such as electron-phonon scattering and the resulting energy shifts
which were briefly considered in Chap. 16. The excitation of phonons with temper-
ature causes disorder, which scatters the electrons, and this gives rise to energy shifts
which are corrections and appear as temperature-dependent energies, effective
masses, and lifetimes. Though interesting and important, these corrections are
second-order effects. They are important in low bandgap and small effective mass
materials, such as InSb, but they constitute a specialized subject which is beyond the
scope of this book.

16.1.14 Summary

In this chapter we introduced the reader to the way one would calculate electrical
conduction using quantum mechanical methods. We used a simple example of a
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structure one could engineer using modern growth techniques and worked it
through. The generalization to more complex systems is in principle then straight-
forward. We explained how one can, when appropriate, relate quantum transport to
the classical Drude method. We introduced also the double barrier system and
explained how one can have a negative resistance and engineer the so-called
negative differential resistance (NDR) device. The effect of a magnetic field perpen-
dicular to the plane of motion in a two-dimensional electron gas (2DEG) was also
considered. We showed how the Landau levels give rise to “Shubnikov de Haas”
oscillations in the conductivity and the quantum Hall effect. Finally we studied what
would happen to a carrier which is in a narrow band under the influence of an electric
field. We derived the Stark-Wannier (SW) states and introduced the student to the
fascinating new physics that this involves. This new physics is now realizable with
semiconductor molecular beam epitaxy (MBE) and metalorganic chemical vapor
deposition (MOCVD) growth techniques.

16.2 Electron-Phonon Interactions
16.2.1 Introduction

In Sect. 16.2.1 we treated electrical transport. There we made the observation that
one of the reasons why carriers scatter and lose momentum is because they interact
with the lattice vibrations, and this causes them to either gain or lose energy. Such
processes, during which energy is exchanged, are called “inelastic scattering”
processes. But electron-lattice interactions do much more than just cause resistance.
They are also at the origin of such phenomena as superconductivity where phonons
help two electrons (fermions) to bind together to form bosons (integer spin particles)
which can condense into superfluids. But we will not go as far as that in this book
and focus on some very elementary properties of electron-phonon coupling mainly
the ones which enter transport properties.

Let us now look at the structure of the electron-lattice interaction, this coupling is
also called the electron-phonon interaction. The reason for such a coupling is that
when atoms move around, vibrate, and oscillate, they no longer form perfectly
periodic arrays of potentials. But the electron Bloch functions were derived under
the assumption that the system is at 7= 0 and that the lattice is perfectly periodic. So
these deviations from periodicity caused by thermal excitations cause a perturbation
on the electron motion in Bloch bands; this causes them to scatter from one Bloch
state k to another Bloch state k', exchanging momentum and energy in the process.
The momentum difference is supplied by the lattice waves or, in quantized form, by
the “phonons.” One assumption which facilitates the analysis is the so-called Born-
Oppenheimer approximation. This approximation is based on the observation that
the electronic motion is very much faster than the lattice atom motion, the time scales
being ~ 10'* Hz (electron bandwidth) compared to 10"> Hz (lattice vibrational
frequency at the Debye value), respectively. This implies that in most solids of
interest to us, the electrons, when they move, see a more or less frozen lattice and
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have time to build new eigenstates before the atom configurations change substan-
tially. So the electrons form their new disturbed energy bands before the lattice has
had time to change; this happens at least after the unit of time for the lattice, which is
a lattice vibration. When the lattice configuration changes, the electrons respond by
transferring to the new energy states formed by the new lattice configuration while
conserving the total energy. This observation is also the basis for the methods used to
perform numerical simulations of electron-phonon coupling in solids. One starts
from a given lattice configuration, then solves for the electron energy levels, then
allows a new configuration to evolve which obeys the lattice dynamics which can be
assumed to obey Newton’s laws. Then one solves again for the electron states, under
the assumption that the new eigenstates obey trajectories which have the same total
energy, vibrational and electronic. Numerical solutions of coupled electron-lattice
systems are computationally very challenging and in their infancy. Fortunately,
exact solutions are easier in nanoparticles and nanostructures where they are also
more needed and much more relevant.

Now consider the formal derivation of the coupling with the help of which we can
study the scattering rates using perturbation theory. We write for the electron ion
interaction as usual:

Heljon = Z Vel—ion (7 _I_él) (1695)
/

Allowing the atomic variables E where 7 is the electron position, to deviate
slightly from their equilibrium positions permits us to write the Hamiltonian in terms
of one which describes the equilibrium periodic position and a nonperiodic term
which scatters the electrons:

Hetion = HYy_ion + Hel—pn (16.96)

Allowing the deviations from equilibrium of the ay, atom in the ng, Wigner-Seitz

cell to be called u,_, (ﬁ), we can write:

— . =

V(F ~Rug — thna) = Val(F —Rua) = tina V Va(F —Rua) (16.97)

Now we note that the atomic deviation from equilibrium can be expanded in
terms of the normal coordinates. The momentum index Eshould not be confused
with the charge g:

—

— 1 N -, =
MQ(R) = \/N—__.Ma ZQ; ea‘z; eXp [l q - R] (1698)
q

where E‘a . is the polarization of the vibrational motion of the @y, atom in the gy,

mode at the R site and M| is the ionic masses. We can write the coupling as:
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—

He o = Z\/_ZQ~ cexpli g Ry V Va(7 —Ru)  (1699)

a,n

The adiabatic or Born-Oppenheimer approximation stipulates that one can write
the total wavefunction as a product of electron and phonon wavefunctions so that:

W = ¥(7, R)®(R) (16.100)

where @ is the wavefunction of all the ions and ‘P(?, R) is the wavefunction of the
electrons in the instantaneous potential of the ions. When the ions move, the
potential changes as they move, and we have a time evolving Hamiltonian where
the electron potential at any time depends on the instantaneous position of the ions
and trajectories conserve total energy. The motion of the ions was treated in Sect.
16.2.1 using classical mechanics. In principle the ions obey also the Schrodinger
equation (see Eq. (4.8)) which can be written as:

Hions = 2M, - ZK,m m — Ri) Uyt + Huont (16.101a)

lym

where u , are the displacements from equilibrium, p; is the ionic momentum operator,
K, is the restoring force per unit displacement, and H,,; is the nonlinear term
which is due to anharmonic forces (higher powers in u). It was shown in Chap. 6 that
in the harmonic approximation, the lattice waves propagate as harmonic plane waves
with solutions of the type:

u (K, ®) = doexp [i(? r —wt)] (16.101b)

with acoustic and optic branch frequency dispersions s,

where b denotes the branch. We then assumed that in quantum mechanics, the lattice
vibrations become quantized and can be thought of as particles with energies hw; b

as shown in Chap. 6 and

the so-called phonons. In quantum mechanics, and in the harmonic approximation,
the solutions of Eq. (16.101) are the Bloch version of the localized harmonic
oscillator wavefunctions.

In quantum mechanics, we note that the total wavefunction which describes the
noninteracting unperturbed electron gas and the unperturbed phonon system, or
lattice vibrations system, can be written as a product of the two wavefunctions:

_ \Pn;{f/)a,b(/)az,b ...... ¢5N,b} (16.102)

where Wy is the electron state in the band index n and ¢ ,(R1, Ry, ... Ry)the

wavefunction of a phonon with momentum index ¢in the b-branch (acoustic or
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optic). We abbreviate the collective set of atomic displacements by the symbol Q so
that the matrix element between two states ¢, ¢ which differ by the occupation of
one phonon mode, abbreviated by n, becomes:

12
- - n
JdQ;j,ﬂ’guyb(Q)Q;I*,b/q”;,,bn Q) = ( ) 85 a1 anObl b

260;;,}7

< { (10 (@4,)) 6001

+ (1 +n‘1sb(wq,h))l/25n’,n+l (16103)

where the ne, is the phonon occupation probability of the (k,b) mode and for which

the thermodynamic average is:

1
<n >=—
k.,b ehcokjb/kT 1

(16.104)

It is convenient to use the shorthand Dirac notation to denote the phonon
wavefunction (one branch only for simplicity):

¥ gy by =" nql,bal,b;nqzﬁz,b;...;nqN,b?jN,b> (16.105)

n,
where there are n, , phonons in the state (g.,b). .., etc. Of course one can use the

Dirac notation for electrons too by replacing ¥ P ‘ (n7 k)> so that:
n,

Then one can write the normal coordinates as operators which act on the Dirac
state, and this is called the method of second quantization:

‘Pn’zn¢q’b e ¢q,b ==

Ng,.b El,b; nqz’baz,b; o3 Ngy b ZN,b>ph (16.106)

no\ 2 .
E,b:(@> (. +a;,) (16.107)

such that the operator a, , removes a phonon from the state (E,b) and a’. , adds a
; 4.

b
phonon (Zj,b), for example:

ab| b 9150 ng, 02, b5 . ~§"qN,b‘1Nab>

- ‘nql,hahb; (”qx,b + l)awba .. ';nqN,th7b>

Cl+
(16.108)
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a,,y,b‘nq.,bfh7b;”qz,b42ab§ i ';n‘/N’qu’b> (16.109)

= ‘nql,bahb; (nqs,b - I)Ewba .. ';nqN,qu7b>

Now the electron-phonon interaction can be written in the much more elegant
form using the above creation and annihilation operators defined in Eq. (16.108) as:

—

He ph= Z\/—Z(w b) [ -—Fq,b‘f'a?]',b](EEGXP[l_> 15] VVa(?_}ﬁ)

a,n

(16.110)

When this operator acts on an electron-phonon basis state of the type
(Eq. (15.108)), it raises and lowers the corresponding phonon occupation, and the
r dependent terms act on the electron part of the wavefunction. The interaction with
the longitudinal optical modes in a semiconductor are most important and take on the
simple form (Note: g is charge):

1/2
hop, |1 1 1 - -
Hel ph,Lo = {;15 QIL/2 |:a(oo)_é(0)i| } Z (%) |:—al-:eXp [—lk . r} +akexp(l'k . I")

—

k
(16.111)

where €(c0), €(0) are the high and zero frequency permittivities and ®; o the LO
optical phonon frequency and €2 is the volume. The coupling with the acoustic mode
gives:

— —

e\ 12 - -
Hel_ph,ac = Z <2devs> iDyc {—a:exp(—i k-r)+aexp(ik-r)
k

(16.112)

where v is the velocity of sound, p, the density, and D, is called the deformation
potential.

Alternatively one can avoid the use of creation and annihilation operators and
think of the electron-phonon interaction as a time-dependent perturbation of the
lattice vibrations on the electron system, so that Eq. (16.65) is also:

—

172 i 7 = —iw -
k

(16.113)
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Consider the first-order scattering of Bloch electrons by acoustic phonons using
the Fermi golden rule (Eq. (10.65)). The result is for an electron scattering process
from k to K’ with phonon emission:

% = 2?1_” (< n;// > —H)
Tac(k7 k/) ;” ,ac
hkl/ . . . _
T Dﬁcézzr/,;ﬁ(f‘f(k —k") —e(k) + hwac(k”)>

(16.114)

Initial state was ‘k> | .. .) pon and final state ’k’ >
el

- + 1,..> . And for

phon phon

el
absorption we find:

2 nk"” ) - - - -
:? — < n;//,ac = 2devsDa°6;+;//,;/5 <E(k + k”) - g(k) — Ny (k”))
kn

_
2o (K, k')
(16.115)

Note that when evaluating the matrix elements, we have products and
k ..‘afcb‘
k

answers of the form hon{ -, k ..lata-|..... n-, k =n- and
pho K’ k K’ k
phon

— n — B
ph0n<‘n;, k .. a;a;‘ ..... nes k>PhOn = (l + n;)

The sum over 5can be transformed into an integral using:

ZH%PE (16.116)

At high temperatures we also have the approximation:

< 7T The JiT
e k,b —

so that Eq. (16.105) reduce to the simple form:

1 27 kgT

= :?ﬂB—z ich |:8(K):|
Tac (K) Pavs (16.118)
k—k' =K

where g (8([?)) is the density of states per unit volume at energy s(l_é) The

scattering rate is straightforward to evaluate for optic modes too, and the formulae
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can also be easily applied to allow for interband and intersubband scattering in
quantum wells.

If we wish to avoid dealing with the creation and annihilation operators and
phonon wavefunctions explicitly altogether and use the time-dependent perturbation
form (Eq. (16.20)) of the interaction, then we have to put in the phonon probability
factor by hand for phonon emission and absorption.

16.2.2 The Polaron Effective Mass and Energy

One of the novel feature introduced by the electron-phonon coupling is the polaron.
The polaron is the electron surrounded by its polarization cloud. This polarization
cloud is produced around it as a result of the coupling with the lattice. One can look
at it this way: the electron has an electric field. This electric field will pull the positive
ions toward the electron as it moves around. But moving the lattice ions generates a
polarization, and this has dipole moment which couples to the electric field of the
electron. The induced polarization couples with charge, and this produces a negative
energy shift called polaron energy. As it moves, the electron drags this polarization
cloud with itself, and this tends to make it look heavier. In other words, it acquires a
polaron effective mass. To calculate this effect, one has to evaluate the second-order
perturbation theory energy shift caused by, for example, the optic mode coupling
given by Eq. (16.18). This is quite straightforward using Eq. (4.60) from Chap. 4, but
it involves some integration. The result is that the electron acquires a new effective
mass given by:

*
K5k m

=— 16.119
" 1 —aep/6 ( )

where (g is the charge):

2 * 1/2
q 2m* w,y, 1 1
- o 16.120
e 8rneghw,y, < h ) L(oo) 8(0):| ( )

The constant entering Eq. (16.110) is tabulated in data banks for semiconductors.
Typically the value of a., is ~0.08 for InP and 0.015 for InSb but as high as ~2.4 and
6.6 for Lil and RbBr, respectively. In highly polar substances, the perturbation
method is no longer valid and Eq. (16.10) is not meaningful.

For weak coupling, the other lattice modes also give terms of similar structures,
so that the typical increase of the effective mass is never less than a few percent for
most semiconductors. There is, as we have observed, also a concomitant energy shift
(lowering) caused by the lattice polarization. The energy shift is of the form:

AEpolaron ~ —AeplimoL (16.121)
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Thus, typically, GaAs polaron shifts are ~3 meV. The polaron energy shift
becomes more pronounced the more confined the electron eigenstate is. Thus in a
quantum well or quantum dot, the energy lowering will be bigger, reaching values
~20 meV in GaAs compounds. A more confined electron spends its time visiting on
average fewer sites and bonds, and thus has a greater effect on its environment than a
highly delocalized charge.

16.2.3 Summary

In this chapter, which concludes the description of transport in solids, we allowed the
lattice atoms to move and therefore to produce deviations from pure Bloch symme-
try. The self-motion of the lattice produced by temperature, in other words, thermal
excitation of phonons, then gives rise to electron-phonon interactions. We derived
the optic and acoustic coupling and gave a simple example on how to calculate the
electron-acoustic phonon scattering relaxation time. In most crystalline metals and
semiconductors, it is the e-phonon scattering which limits the resistance of the
material and is even invoked as an explanation of superconductivity. We also
introduced the reader to the concept of the polaron and showed how to estimate
energy and effective mass shifts in the presence of longitudinal optic mode coupling.
We have here given the reader only a very brief description of this very important
interaction mechanism and refer the reader to the specialized literature .

Problems for Quantum Transport

1. An electron beam is incident on a barrier where the barrier height is equal to the
electron energy and is 8 eV. The transmission coefficient is given by 7 = 102,
what is the width of the barrier?

2. Calculate the transmission coefficient for the structure depicted in Fig. 16.1 but
this time for a well with potential energy {—V7}.

3. Calculate the expectation value of the velocity in the y-direction for an electron in
a 2DEG (drop the z-part of the wavefunction) in the presence of a magnetic field
perpendicular to the pane and an electric field in the x-direction. (See Eq. (16.82)).
If the total number of electrons per unit area is Ns, what is the total current in the
y-direction as a function of electric field and magnetic field?

4. Describe the various mechanisms that reduce the mobility in a 2DEG and how
they affect the mobility in the different temperature regions. What would happen
if one could suppress the optic phonon scattering?
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Problems for Electron-Phonon Interactions

1. Why do lattice vibrations cause electrical resistance? In an electronic scattering
process, what is the difference between phonon emission and phonon absorption?
Using the electron-acoustic phonon interaction from Eq. (16.20) and the Fermi
golden rule from Chap. 10, derive the scattering rates given by Egs. (16.21) and
(16.22).

2. Explain what is meant by the electron-phonon interaction. Taking the
one-dimensional diatomic chain treated in Chap. 6 as an example, illustrate
with a simple diagram the difference between the coupling of an electron to an
acoustic and an optic vibration of the chain. It is helpful to think of the electronic
bands as overlapping atomic wavefunctions, i.e., to think with the “tight-binding
model” of the electronic band structure.

3. In analogy to Eqgs. (16.21) and (16.22), write down an expression for the “Fermi
golden rule” relaxation rate (see Sect. 16.2.1) of free electrons when they scatter
with optic phonons. Consider both phonon emission and absorption. Take the
electron wavefunctions to be plane waves.

4. What are the factors which influence the magnitude of the polaron energy shift in
a solid (look at Egs. (16.110) and (16.111))? What materials would you use to
make strongly polaronic semiconductors?
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