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Chapter 1

Introduction

The field of spintronics (spin-polarized transport) has come a long way since the discovery
of Giant Magnetoresistance (GMR) effect independently by A. Fert and P. Grunberg in the
80s, which triggered both scientific and commercial interests eversince. Early experimental
studies of GMR effect mostly used the Current-In-Plane (CIP) geometry due to the ease of
measurement compared to the Current-Perpendicular-to-Plane (CPP) geometry (CIP has larger
and more measurable resistances of the order 1072 ) or greater, while CPP resistance of the
order 1078 Q [1] is much smaller and harder to measure [1]). However, it is difficult in CIP
studies to separately quantify spin-polarized bulk and interface-dependent electron scattering
within the multilayer while just the opposite is true in CPP case. Moreover, CPP-GMR has
been experimentally and theoretically confirmed to be several times larger than CIP-GMR.
This, and the fact that fundamental parameters are more accessible in CPP-GMR lead to more
and more studies of CPP-GMR.

The first experimental studies of CPP-GMR were published in 1991 by the group of J. Bass
and W. P. Pratt Jr. in Michigan State University (MSU) [2], and together with that, the
introduction of the phenomenological Two-Current-Series Resistor (2CSR) model - a straight-
forward way of extracting relevant parameters pertaining to spin transport in CPP geometry.
The 2CSR model states that (in CPP structure) with no spin-flip scattering allowed, we have
two independent current-carrying channels due to the two different spin states, and as long as
the transport is completely diffusive, the spin-dependent scattering of each spin channel within
the bulk layers and at the interfaces are assumed to be resistive components added in series.
At low temperature, spin flip scattering by magnons and phonons is negligible, and the only

mechanism capable of mixing the two spin channels is spin orbit coupling (SOC). It is therefore



of fundamental interests to study the effect of SOC on CPP-GMR, to explore the validity of the
2CSR in general and especially in the presence of SOC. In this perspective, this Master project
is primarily a first-principles study of SOC’s influence on CPP-GMR and its fundamental pa-
rameters. To achieve a more complete understanding, the influence of substitutional disorder in
the ferromagnetic (Co) layers in CPP structure on CPP-GMR was also studied. The obtained
calculations’ results are then compared with the published CPP experimental results of the
MSU group (extracted using the 2CSR Model).

An overview of the theoretical aspects and methods is presented in Chapter 2, followed
by a review of the experimental characterization of the CPP multilayered samples and the
2CSR Model in Chapter 3. Finally, the calculations’ results are presented and discussed in
Chapter 4. Appendix A gives an overview of the basic physics of X-ray diffraction and possible
defects associated with the broadening of the X-ray diffraction peaks. Appendix B gives a one-
dimensional quantum mechanical description of a spin-dependent coherent versus incoherent

tranport using the double square potentiel barrier model.



Chapter 2

Theory and Methods

2.1 Density Functional Theory

The essential idea of Density Functional Theory (DFT) is that the complicated many-body
problem is reduced by an effective single particle theory. [3]

The Hamiltonian for N interacting electrons is given as:
H=T+V 4+ 1T, (2.1)

where the corresponding terms are:

T - the kinetic energy:

N
T=-> Vi (2.2)

i=1
V - the external potential (according to Bohn-Oppenheimer, V' consists of the potential due to

the static ions located at fixed position R,, and other external fields - vf;e4(r))

N N
V = Zvezt(ri) = Z <Z Vion(r — Ry) + Wield(r)) . (2.3)
i1=1 1%

i=1

U - the electron-electron Coulomb interaction:
1
V=) (2.4)
= [ri —

Defining the electron-density operator:



2.1 Density Functional Theory

from which the electron density is the eigenvalue of the electron-density operator:

n(r) = (Ya(r)[y). (2.6)
The Hohenberg and Kohn theorem states that :

1. The total ground state energy, E, of any many-electron system is a functional of the
density n(r):
Eln] = F[n] + /n(r)th(r)dr, (2.7)

where F'[n] is also a functional of the density n(r) but independent of the external poten-

tial.

2. For any many-electron system the functional E[n] for the total energy has a minimum

equal to the ground-state energy at the ground-state density

Following Kohn and Sham (1965), who derived the single-particle Schrodinger equation
using the variational principle implied by the minimal properties of the energy functional, we

start by defining the functional F[n]:
/
Fln] = T[] + / / ﬁir)_"f,') i’ + Enolnl, (2.8)

where the first, second, and third term of (2.8) are the kinetic, Hartree, and exchange-correlation
energy, respectively.
Splitting the kinetic energy term into two component: Ty (the kinetic energy of noninter-

acting particles) and T,. (accounting for the rest), we have:

T =Ty + Tye, (2.9)
With:
N
n(r) = > |¢i(r), (2.10)
i=1
and:

Toln] = 3 / V7 (1) Vi(x), (2.11)

i=1
where ¢ is the single-particle wavefunction.

From (2.7), (2.8), and (2.9) we have:

E[n] = Toln] + Teeln] + Epeln] + //Wdr’ + /n(r)vm(r)dr, (2.12)



2.1 Density Functional Theory

one has the following postulate:
(=V? + vess(r)) ¢i(r) = €:0i(x), (2.13)

Left-multiplying (2.13) with ¢! and requiring that ¢, be normalized, then integrating and
summing up one has:
N
Toln] = Zei - /veff(r)n(r)d(r), (2.14)
i=1
vesf(r) is the potential to be determined such that the density n(r) obtained from (2.9) mini-

mizes the total energy.

Using the variational procedure :

SE[n] [N — [ n(r)d(r)]
5n(r) + on(r) : (2.15)
one has:
Veff(T) = Vegt (r) + 2/ :(rg,| dr’ + vg.(r), (2.16)
with :
_ a(E‘wc + Ta:c)
U:EC(I') = T(r) (217)
The effective single-particle equation:
(=V? +vepp(r) — ) di(r) = 0, (2.18)

is the Kohn-Sham (KS) equation, in which the external potential is replaced by the effective
potential which depends on the density n(r), which itself depends on the single-particle wave-
function ¢;. Hence, the KS equation effectively constitutes a self-consistent problem.

The total ground state energy as a functional of the density can be determined from (2.12)

and (2.14):

n(r)n(r’) .,
+ / |7dr + /n(r)vem(r)dr (2.19)

From (2.16), (2.19) becomes:

N ’
Eln] =) & - / / mdr' - / Vge(r)n(r)d(r) + Ego[n) (2.20)

i=1




2.2 Local Spin Density Approximation

where E,c[n] = Ege[n] + Tpeln).

The DFT can be generalized to the spin-polarized case (Spin Density Functional Theory,
SDFT), in which the density is replaced by a density matrix (in the case where the spin state
cannot be described by a single, global quantization axis) ngq(r) (8, are spin indices)

The expression for the total energy in SDFT is similar to that of DFT:

N
n] = € — Mr'— V55 (r)nga (r)d(r e[t
Bl = 3o - [ [ j;/aa>mma>+&4L (221)

2.2 Local Spin Density Approximation

In the Local Density Approximation (LDA), the homogeneous, interacting electron gas serves

to model the exchange-correlation energy in the form:

E..[n] = /n(r)em(n(r))d(r). (2.22)

€zc(n(r)) is a function of the density n(r). Eq.(2.22) can be viewed as approximating an
inhomogeneous electron gas by many ’local’ volumes (positioned at r) of small, homogeneous
interacting electron gas with density n(r).
The exchange-correlation potential is:
d
Vge(r) = d—{nem(n)} . (2.23)
n n=n(r)
The LDA can be generalized to the spin-polarized case, assuming the eigenvalues of the density

matrix to be n4(r) and n(r), the exchange-correlation energy is :

<%w:/mmmmmmwm (2.24)

The exchange-correlation potential is:

) = | o fnese(mp )} | (2.25)

ny =n4(r),ny =ny(r)

where o« =1 or |.

2.3 Linear Muffin Tin Orbitals Basis Set

2.3.1 Muffin Tin Orbitals and the Tail-Cancellation Condition

Starting with the effective one-electron Schrodinger equation [4]:

(=V2 +V(r) = B)¥ =0, (2.26)



2.3 Linear Muffin Tin Orbitals Basis Set

for which the potential V(r) is taken to be spherically symmetric within regions of space known

as atomic spheres and constant with value Vj in the interstitial region outside the spheres.

2.3.1.1 Interstitial region

In the interstitial region the wavefunction ¥ satisfies the Laplace equation V2¥ = 0 and it is

a linear superposition of the solutions Jr,(r) and K, (r) of the Laplace equation.

Jo(r) = Ji(r)YL(7)

Kp(r) = Ki(r)Yu(?)

Ji(r) = m (%)l, (2.27)
Ki(r) = (%)l“. (2.28)

In the interstitial region, Jr(r) is the irregular solution (diverges as r — +o00) and Kp(r) is
the regular solution (vanishes as r — 400). However, inside atomic spheres, K, (r) is irregular
(diverges as r — 0) and Jr,(r) is regular (vanishes as r — 0).

Furthermore, one can expand K (rg) (irregular solution of Laplace equation inside an
atomic sphere centered at R) in terms of Jr (rgr) (regular solution of Laplace equation in atomic
spheres centered at R’ - R’ # R) as:

Ki(rg) = =Y SrimrJu(rry). (2.29)
7

Srr.r/r is called the canonical structure constant.

2.3.1.2 Single Site Problem

Supposing there is only one sphere in all space - Within that particular atomic sphere the

wavefunction U satisfies the radial Schrodinger equation:

2 20  I(l+1)

ror 5 V() - E) ¢re(r, E) = 0, (2.30)

U = (pRL(T, E) = QDRI(T, E)YL(’f'> (231)
There are 2 solutions to the radial Schrodinger equation, given approximately as:
o~ T, (2.32)

ri~r L (2.33)



2.3 Linear Muffin Tin Orbitals Basis Set

The wavefunction in all space is constructed by requiring the continuity of the wavefunction
(and their derivatives) at the sphere boundary (separating the space within the sphere and the
interstial region).

Defining the logarithmic derivative as:

o) = 2 =2,

(2.34)

with f/(r) = 40,

The logarithmic derivatives of J;(r), K;(r) and pg; at the sphere boundary r = sg are:

Dla(r)] = 1
DIKi(r)] = —1-1,
Dlpri(r, E)] = Dri(E)

Considering the Wronskian of 2 functions fi(r) and fa(r):
{fi(r), f2(r)} = 2[A(r) f3(r) = Fi(r) fa(r)]
= 12 f1(r) f2(r) (Df2(r)] = DLf(r)])

One uses the Wronskian to match a function f(r) continuously into a linear superposition of 2

other functions fi(r) and fa(r) as:

U, fo} fi(r) = {f, fr}fa(r)
{f1, f2} -

f(r) = (2.35)

For J;(r) and K;(r), the Wronskian is:

w

{A(r), Ka(r)y = =5 (2.36)

Applying the matching condition (2.35) at r = sg to this case to match ¢g;(r, E) to a linear
combination of J;(r) and K;(r):

eru(r, E) — % {er(r, E), Ji(r)}Ki(r) — {eri(r, E), Ki(r)}i(r)] . (2.37)
Defining:
~ AK(r), oru(r, E)} r s
Pri(E) = {Jl(r),sORz(T,E)}| = SR (2.38)
and:
w 1
NRl(E) = 5{50[{1(7’, E),JZ(T)}‘T = SR.- (239)
Using (2.38) and (2.39), (2.37) becomes:
NRZ(E)(,DR[(T', E) — KZ(T') — PRZ(E)JZ(T). (240)



2.3 Linear Muffin Tin Orbitals Basis Set

2.3.1.3 The Tail Cancellation Condition

The real problem is solving (2.26) for the case of multiple spheres using the muffin-tin orbital

basis:
Ve (r, E) = { NRz(EWRZ(raf,{fzr;:)PRz(E)JL(rR) ((;’::;;:)). (2.41)
The trial wavefunction is then
Y(r) =Y arptre(r, B). (2.42)
RL

(2.41) satisfies the Laplace equation outside its own sphere (the sphere centered at R) but does
not satisfy the Schrodinger Equation (2.26) in its own atomic sphere. In order for (2.41) to
satisfy the Schrodinger equation in its own sphere (centered at R), the tail equation K (r) is
expanded into a linear combination of Ji.(rr/) in other spheres centered at R’ Substituting
(2.51) into (2.42), one has the Schrodinger Equation (2.26) satisfy inside the sphere centered
at R, and also in R’ if:

ZQRL[PRI(E>5RL,R’L’ — Srrrr] =0 (2.43)
RL

Non-trivial solution exists if:

’det(PRl(E)(SRL,R’L’ — SRL,R’L’) = 0‘. (2.44)

2.3.2 Energy Linearization

The KKR-ASA secular equation (2.44) is related to an energy linearization of the radial am-
plitude g (r, E) in the neighborhood of some energy E = E, r;.

Taylor-expanding the radial amplitude ¢g;(r, E) then takes care of the energy dependence:

eri(r, B) = ori(r) + omi(r)(E — Eymi) + - (2.45)

with:
dri(r) = eri(r,Eyri) (2.46)
dri(r) = ¢rilr,Eomi), (2.47)

and:
¢ri(r, E) = %- (2.48)



2.3 Linear Muffin Tin Orbitals Basis Set

2.3.3 Linear Muffin Tin Orbitals

LMTOs are constructed from the envelope function K, (rgr) by replacing the radial amplitudes
K;(r) and J;(r) inside all atomic spheres by linear combinations of the functions ¢g;(r) and

éri(r) by using the Wronskians at 7 = sg:

Ki(r) = —{K,¢}rmdr + {K, o}ridmi (2.49)
J(r) = —{J,d}midri + {J, o}ridr (2.50)
using the notation: {K,¢}r; = —{Ki(r),dri(r)}r = sr

The LMTO xgy(r) is defined as:

—{K, ¢}ridri +{{K, OIRIOR (rr < Sgr)
— > Srp.rin 4 —{J, O} bR (TR
= . < sh R R 2.51
Xru(T) iy ¢}R,Z¢Rll/(m/)} (rg < sk, R # R) (2.51)
Ki(rr) (rel)

Using the variational procedure is equivalent to solving the Schrodinger Equation:
()| = V2 + V()ly(r) = 0. (2.52)

If the trial wavefunction ¥(r) is a linear combination of basis function x;(r), the variational

procedure leads to the eigenvalue problem:
det(EOij — Hl) = 0. (253)
In the ASA, the Hamiltonian and the overlap matrices are defined by:

mj:/xm»v2+me@ww»+/mw«v%mmfm, (2.54)
A I

oﬁzémwmmwm (2.55)

At this stage, matrix notation is used and quantities of type Xgrr r/r’ are collected into a
matrix X (X = 5,0, H); while quantities like {K, ¢} are diagonal matrices.

Using the LMTO basis (2.51) for the eigenvalue problem in the ASA leads to complicated
Hamiltonian and Overlap matrices, which can be significantly simplified by rewritting them in

terms of an auxiliary matrix M (whose transpose is M7):

M = {K,$} — {J,$}S. (2.56)

10



2.3 Linear Muffin Tin Orbitals Basis Set

The Hamiltonian and Overlap matrices in terms of M then become:
O = M'M

H = M'E,M — MT({K,¢} — {J,4}5).

(2.57)

(2.58)

Using M, the original LMTO basis (2.51) can be transformed into an orthogonal basis set that

change the original eigenvalue problem (2.53) into:
det(ESpr,rr — HR'mons) = 0.
the new Hamiltonian corresponding to the orthogonal basis is then:
Hoth = (MT)'HM !

E, — ({K.¢} = {J,0}5)({K, ¢} — {J.0}5)7".

Using the Wronskian relation:

w

{J.}ri{K, i — {J, O}l K, d}mi = 5

(2.60) becomes:

(K, ¢} 2{K,$} (K, )

. —1
Horth _ Eu o {K7¢} + w 1 S (1 _ {J7¢} S) 1

{K,¢} |

2.3.4 Potential Parameters

The energy-dependent potential function Pr;(F) is defined previously in (2.38):

~ A{K, (1, E)}r

BB = o B

(2.59)

(2.60)

(2.61)

(2.62)

(2.63)

Using the energy linearization condition above (2.45) for ¢r;(r, E)} and keeping only the first

2 terms of the Taylor expansion allows Pr;(E) to be written as a fraction of 2 linear functions

(uniquely determined by 3 parameters Cri, Yri, ARi)-
B E — Cgry
Ari + ymi(E — Cri)’

This parametrization of Pr;(E) is correct up to second order in (E — E, r;)

Pri(E)

The potential parameters are defined in terms of the Wronskians:

{K, o(r, E)}ri

Ori = Bum— {J,0(r, E)}ri
w 1

SR K O

YRI = 7{J7¢-}Rl
{K7¢}Rl

11

(2.64)

(2.65)

(2.66)

(2.67)



2.4 Wavefunction Matching

From(2.60) and (2.65), the orthogonal Hamiltonian in terms of the potential parameters is:

H™h = ¢ + VAS(1 — 48)"'VA|, (2.68)

where C, A, 7 are diagonal matrices corresponding to potential parameters Cr; (the center),yr;

(the distortion), and Ag; (the width) of the unhybridized Rl band.

2.3.5 TB-MTOs

Because of the infinite range of the MTOs basis, screening constants ag; for each band index
RI! are introduced so that the tail-cancellation condition (2.43) remained unchanged but the

range of the MTOs are shortened:
Za(ﬁL[Pﬁz(E)éRL,R'L’ - SﬁL,R/L/] =0, (2.69)
RL

where the screened matrices are related to the unscreened ones by:

P*(E) = P(E)+ P(E)aP*(E) = P(E)[1 — aP(E)]! (2.70)

SYE) = S(E)+ S(E)aS*“(E) = (1 — aS(E))"*S(E) (2.71)

The set of screening constants a = fgr; that yields the shortest range MTOs is called the Tight

Binding representation, in which the range of SQLR, ;. is limited to first- and second-nearest
neighbors.

To obtain energy bands, the TB representation of (2.68) is used, but for transport problem,

we are only interested in P?(E) at a fixed energy (the Fermi energy Er). The potential functions

is calculated from the potential parameters (2.65) obtained by solving the Kohn-Sham equations

above self-consitently.

2.4 Wavefunction Matching

Wavefunction Matching is used to solve the transport problem in 2 steps [5]:

1. The transport problem is solved for the leads, which is an ideal wire.

2. The leads’ solutions are matched to that of the scattering regions using the suitable

boundary conditions.

12



2.4 Wavefunction Matching

Central to the transport problem (in which the system is discretized into cells with index i

along the direction of transport) is the Equation of Motion (EOM):
(EI — H;)¥; + BY; _; + B'&;,; =0, (2.72)

where ¥ is a column vector of IV elements, H; is the N x N Hamiltonian matrix of cell i, B

and B are the N x N coupling matrices between neighboring cells.

2.4.1 Lead Modes

The leads can be considered as ideal wires (whose potential is periodic in the direction of the
wire) with 3D translational symmetry, capable of supporting Bloch states. As the potential is
the same in each cell, the Hamiltonian is independent of the cell position or index i along Z.
We then have :
i1 = ATy, (2.73)

ks

where A = ¢%%:2, g is the period along the 2-direction.

From (2.72) and (2.73), one has the generalized eigenvalue problem whose dimension is 2/N:

) 0y i) e e

The physical solutions of (2.74) constitute A\, (£) (m = 1,2,..., M) where M << N, where
(4) denotes right-going states (both Bloch and evanescent waves) while (—) denotes left-going
states. Corresponding to an eigenvalue A, (L) is a state um(+) such that one can construct
the following matrix with dimension N x M (from the first N elements of the 2N-element
eigenvectors of (2.74)):

U(t) = (ur(d)...um(d)). (2.75)

With cell ¢ = 0 as the origin, the right- and left-going modes in this cell (%) can be written
as linear combinations of these right- and left-going states U(+):

M
To(#) = UH)a() = Y um(E)an(d), (2.76)
m=1

where a(+) are vectors of arbitrary coefficients of dimensions M.
Hence the general solution ¥o can be written as a linear combination of the right- and
left-going modes:

Wy = Wo(+) + ¥o(—). (2.77)

13



2.4 Wavefunction Matching

Defining the M x M diagonal eigenvalue matrices by:
(A(i))nm = 5nm)\nm(:t)' (2.78)
From the Bloch condition of (2.73), the general solutions in other cells can be written as:

U, = U(+) + T(-)
= U(HA(+Ha(+) + U(-)A(—)a(-)

Following Ando’s formalism, the general solution in cell i should be rewritten in the forms:

(Wit1 = F(H)Ti(+) + F()¥(-)| (2.79)

U1 = F(H)Wi(+) + F(-)®i(-) (2.80)

where the N x N matrices F(£) and F(+) are defined as:
F(£)U(+) = U(H)A(L), (2.81)

F(£)U(+) = U(E)A H(2). (2.82)

2.4.2 Scattering Problem

A typical transport problem consists of a scattering section inserted between 2 leads (assumed to
be ideal wires). Within the scattering section the potential is not periodic and the Schrodinger
equation needs to be solved for each cell ¢ along the wire.

Let the scattering region spans the cells ¢ = 1, ..., S and the left lead span cells : =
—00, ..., 0 and right lead span cells i = S+ 1, ..., 00. Within the leads, the Hamiltonian H; does
not depend on position, hence : H;(i < 1) = Hy, for left lead and H;(¢ > S) = Hg for right
lead.

2.4.2.1 Coupling of the Scattering Region to the Left Lead
Starting with the EOM at cell i = 0:

(E1 — Hp)¥y + B¥_; + BIw; =0 (2.83)
Using (2.80) and (2.77) for cell ¢ = —1, ¥_ is:

U, = Fr(H)¥o(+) + Fr(—)To(-)

= FpL(H)To(+) + FL(—) {To — To(+)}

= {Fu() = FL(-)} To(+) + Fr(-)%o (2.84)
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2.4 Wavefunction Matching

B B B B B B B B

[ — | .
(a) Ho [ H|[H(IH A He [He [ He |
. I, 1 wuS, SH1 o d
B B B B
(b) H, I[H - lH H..,
i=0, 1.. S, S+1

Figure 2.1: Transport Problem discretized into cells (Figure adapted from [5].)
Substituting (2.84) into (2.83) we have:
(E1 — Hy)%, + B {[FL(+) — Fr(2)]®o(+) + FL(_)\I/O} + B, = 0. (2.85)

Rearranging gives:

{E1 - Hy, - BFL(-)]} @ + B'®; = B[FL(-) — FL(+)[@o(+).  (2:56)
Letting :
Ho = Hy, — BF(—), (2.87)
and:
Q = B[FL(-) — Fr(+)], (2.88)

Eq. (2.83) becomes:

(ET — Ho)®o + BIW; = QUy(+4)]. (2.89)

2.4.2.2 Coupling of the Scattering Region to the Right Lead

Again, starting with the EOM for celli = S + 1:
(E1 — HR)¥s 1 + B¥s + Bi¥g, 5 =0 (2.90)
Using (2.80) ¥g, 2 can be written as:
Psi2 = Fr(+)Ps4+1(+), (2.91)
since there is no left-going wave in the right lead (only right-going waves)
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2.4 Wavefunction Matching

Substituting (2.91) into (2.90):

(E1 — Hr)¥s 1 + B¥s + Bl {Fr(+)¥s1(+)} =0 (2.92)
Rearranging gives:
{E1 — Hg — B'Fgr(+)]} ¥s;1 + B¥s = 0. (2.93)
Letting:
Hs.1 = Hr — B'Fr(+), (2.94)
Eq.(2.90) becomes:
(EI - ﬁs+1) s, + BUg = 0|, (2.95)

2.4.2.3 Scattering Region and Matrix

The EOM in the scattering region (i = 1, ..., S) is position-dependent:

(ET — H))®; + B¥;_; + B'¥;,; =0 (2.96)

Combining (2.89), (2.95) and (2.96) gives the complete set of equations to be solved for the
transport problem to determine all possible waves.

The scattering reflection and transmission coefficients can be determined from the ampli-
tudes immediately left and right of the scattering region (o and ¥g ).

If the incoming wave ¥ consists of one mode uz, , : ¥o = ur , then we have the following

definitions for the generalized reflection and transmission probability amplitudes r,, and ,,:

My,
‘Ijo(_) = Z uL,n/(_)Tn’n~ (297)
n’'=1
Mg
‘I,S+1(+) = Z uR,n’(+)tn’n7 (298)
n'=1

where M and Mp are the number of modes reflected and transmitted, respectively.
The reflection matrix R has the dimension My x M;, and the transmission matrix T has

the dimension Mz x M. Defining a N x M, matrix of all possible incoming modes:

Co(+) = Ur(+), (2.99)

we then have:
Co(=) = Co — Co(+) = UL(-)R, (2.100)
Csi+1(+) = Csy+1 = Ur(+H)T, (2.101)
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2.4 Wavefunction Matching

(2.89), (2.95) and (2.96) then become:

(ET — Ho)Co + BIC; = QUL(+) (2.102)
(E1 — H;)C; + BC; 1 + BICj1 =0 (2.103)
(EI _ ﬁsﬂ) Csi1 + BCs = 0 (2.104)

Combining (2.102), (2.103) and (2.104) gives the following N x (S + 2) matrix equation:

[(B1 - H)¥ = Q (2.105)
Ho Bf .- 0 0 0
B B 0 0 0
0 B H; Bf 0
H = . : (2.106)
0 0 0 . Bf
0 0 0 B Hs.y
Co B [Fi(-) - Fr(+)| Up(+)
T = C; Q= 0 (2.107)
Csi1 0

Solving (2.106) for C; gives all possible waves and the generalized reflection R and transmission
T matrices.

To calculate the total transmission, transmission matrix elements describing propagating
modes have to be selected and those describing evanescent states have to be discarded (Propa-
gating modes have |[A| = 1). The total transmission is then given by:

mr,mRr
T(E) = Y 0 (2.108)

n=1n'=1 VL.n

The velocities are given by the expression:

2a,
- 2 Im(Onut,Bfu,). (2.109)

Up =

where a, is the periodic in the z direction.(the sign is used to distinguish right from left-going

modes)
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2.4 Wavefunction Matching

2.4.3 Wavefunction Matching in TB-MTOs Basis

The formalism is exactly the same as presented in the previous section, just the basis is changed.
Also, because of the 2D translational symmetry in the principal layers I, states can be char-
acterized by a lateral wave vector kj|. The tail-cancellation condition (2.69) is equivalent to
(2.105) :

P—-S = (FI - H). (2.110)

Thus the EOM in transport problem using TB-MTO basis is:

k k k
_Sl’ll‘ilcj’jfl + (P[,](E) - SI,‘I‘) - S[,‘[l+1CI,I+1 =0, (2111)
with:
sih= Y SH(T)eknT, (2.112)

Te{T; s}
where {T; s} is the set of vectors connecting one lattice site in the I th layer with those in the
Jth layer.
The final matrix equation to solve to obtain all possible propagating states is (similar to

(2.106)):

(P— 5‘) —S0,1 0 0
0,
—5170 (P — S)l,l 51,2 0
0 —S91 (P - 5)272 0
: 0
(P—S)nn —SN,N+1
0 . =SSN (P _ )N+1,N+1
Co So,—1 [FL_l (+)—F;* (—)] Co (++)
C, 0
C, 0
X . = )
Cn 0
Cni1 0
where:
So.o = Soo + So,_1F;(-) (2.113)
Svii,n41 = Svinnt1 + Sni1ni2FR(+) (2.114)
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2.5 Spin Orbit Coupling and Relativistic Corrections

The Green function g is defined as: g =P — S so that the transmission and reflection matrix

elements between Bloch states v and p are:

1/2
v _ _ _
b = (%) {UR Fawnasoa [F () = B () Ue (D),
(2.115)
o\ /2
e = () {UE O moSe 1 [ () = B ()] - DU (D),
(2.116)
where v, and v, are the corresponding group velocities in each mode, and is given by:
id K
v (£) = [uL (£) 7w () A — H.C.} . (2.117)

Finally, the conductance per spin channel is:

= h Z TT{ kH = % Z TT{t,“, kH (kH)}' (2.118)

k)

2.5 Spin Orbit Coupling and Relativistic Corrections

To fully take into account electron spin, the Dirac Equation with a four-component wavefunction
should be used. However, in actual calculations, the energy bands of spin up and spin down

channel are calculated using a two-component scalar relativistic Hamiltonian:
HSRW(r) = e¥(r). (2.119)

The scalar relativistic Hamiltonian has a rather simple form inside an atomic sphere in the

Atomic-Sphere-Approximation [6]:

HER = |—V2 + o(r) — ;12 - o)) + 20 a” b { 0Bse OB

or or 6pap(r)  dp(r) b
(2.120)

where v(r) is the relativistic form of the Kohn-Sham effective potential described in the previous
section, o and 8 are the spin indices. The electronic density p(r) is the trace of the density

matrix p(r) whose matrix element is pag(r) :

EF

pap(r) = > [(r)5 (@) T (r); (). (2.121)

ik
Spin Orbit Coupling is taken into account by adding a term HS© to (2.119), forming the Pauli

Hamiltonian :

(HR + H59)W(r) = c¥(r). (2.122)
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2.5 Spin Orbit Coupling and Relativistic Corrections

Since we are dealing with spherically symmetric potential, the spin-orbit coupling term has the

form:

HSO — %5(7")1.0 = c—%ag(:). (L fz) (2.123)

With spin-orbit coupling effect included, the two spin bands are coupled, and in the end
there no longer be two clearly separated channels. The calculation is performed self-consistently
for HSR to obtain all the potentials, then in the transport code, the Pauli Hamiltonian is used,

taking into account SOC (HS0).
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Chapter 3

Review of Experimental Methods
and 2CSR Model

3.1 A brief introduction of the Two-Current Series Resis-
tor Model

The Two-Current Series Resistor (2CSR) model, introduced by MSU group [7], [2] to analyze
their CPP-GMR data, offers a straightforward way to extract all the relevant spin-dependent
transport parameters like resistivity, resistance, and anisotropy scattering parameters associated
with the bulk and the interface of the multilayers in CPP structure in the limit where the layer
thicknesses are much smaller than their corresponding spin diffusion lengths. The model takes
into account the contributions from two separate spin channels (1) and (}) as two independent
current-carrying channel connected in parallel (no spin-flipping is allowed). The structure used
in the experiment consists of N bilayers of alternating ferromagnetic (F) and non-magnetic (N)
materials (each with its own resistivity pr and py respectively). The total resistance of such a
model is calculated to be the equivalent resistance of two parallelly-connected channels:

Ry - Ry

Rr = —.
r Ri + Ry

(3.1)

More specifically, the total resistance (for each spin channel) is decomposed into bulk (p;t;, with
i = F, N, and ¢; being the thickness of the F or N layer) and interface (Rp/x) components.
Associated with each resistive component is an asymmetry coefficient arising due to the spin-

polarized currents: 3 for bulk resistivity and - for interface resistance - together with these
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3.2 Experimental details

parameters, the effective resistivity pf and effective interface resistance Ry, /N are defined to be:

* PF

pF = 1 _ 627 (32)
. Rp/n

Riy = 1 _/72. (3.3)

With all the parameters defined as above, the 2CSR model equations read:
ARp(AP) = QARE/F + N(pptr + pntn + 2AR*F/N)a (3.4)

for the case of anti-parallel (AP) alignment of magnetizations in adjacent I layers (ARgp is

the interface resistance between the superconducting leads and F layer)

N2(Bpyte + 2vAR}, )

ARp(P) = ARp(AP) — .
for the case of parallel (P) alignment of magnetizations in adjacent F layers.
Equation (3.5) can be rewritten as:
AV/Rr(AP)[Rr(AP) — Rr(P)] = N[Bpitr + 27AR}y], (3.6)
ot
AVE(AP)Br(AP) — Br(P)] = PPE 1 N{zyaRy ) (37)

Eq.(3.6) applies to samples with fixed tg (tp # tn), while (3.7) applies to those with tp = in.
tr is the total thickness of the sample, i.e. t7 = N(tp + tx).

3.2 Experimental details

3.2.1 Experimental Preparation and Characterization of Samples

3.2.1.1 Overview

Typical multilayer samples used for CPP GMR measurements in [1] is shown in Fig. 3.1. The
samples used consist of alternating layers of ferromagnetic (F) and non-magnetic (N) materi-
als, Co and Ag respectively. These two constituent metals are used because Co and Ag are
immiscible, ensuring minimal intermixing at the interfaces in the multilayers.

The samples are prepared by means of dc sputtering. To ensure consistent quality across
all the samples, sputtering conditions like chamber gas pressure and temperature, sputtering
voltage and current are held constant. The layered structure are sputtered onto 0.5” square c-
axis orientated single crystal sapphire. Measurement results with test samples based on silicon

substrates are similar, thus eliminating the dependence on substrate material.
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3.2 Experimental details

Sample

——— Top Nb

Area A

Bottom Nb

——— Substrate

Figure 3.1: Shape of sample. The sample consists of alternating layers of Co and Ag. These are
sandwiched between two Nb strips which serve as leads for CPP measurements (figure adapted
from [1]).

Each sample consists of alternating layers of Co and Ag sandwiched between two Nb strips
(Fig. 3.1) which serve as leads for CPP measurement. The non-overlapping projections from
each layers are produced by means of a mask that is introduced during the sputtering of each
layers. The total thickness ¢1 of the sample are fixed at 720 nm to be consistent with an integer
number of bilayers. Sample with different thicknesses for the Co and Ag layers are fabricated
for the measurements.

The distribution of bilayer thicknesses of the samples was verified by means of a § — 26 x-ray
diffraction, whose results showed that the bilayer thickness is 4% less than intended. A Dektac
sample profilometer verified the total thickness to be less than 5% of the intended 720nm.
Cross-sectional TEM measurements of the samples showed that after a few uniform layers,
columnar growth with width ~20-40nm begins, resulting in sharp but incoherent interfaces.
More details on characterizations’ results are presented in the next section.

The measurement of the CPP resistance Ry is conducted by passing a current I = 50mA
into one Nb strip and extracting it from the other using a bridge circuit [8] with a supercon-
ducting quantum interference device (SQUID) null detector to balance the voltage difference
V between the strips against that produced by a balancing current I;, with a reference resistor
(1.84 £ 0.02uQ2) R,. The measured ratio, ¢ = I/I, then gives Ry = (I,/I)R,. The largest

uncertainty in Rp is the 1% uncertainty in the reference resistor. Except occasional samples
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3.2 Experimental details

with a particularly small R < 1078, the uncertainty in ARs is dominated by the area.
Surface profiler places this uncertainty at about 2-5 %.

The total resistance of the CPP multilayers was experimentally measured as a function
of the applied magnetic field H at 4.2K for different samples in which the total thickness of
the multilayer is fixed while ¢tz is kept constant (¢y is varied) or while ¢z = ¢y (either both
are constant or varied). The AP state was either achieved at Hy (no magnetic field applied)
or Hp, (peak magnetic field measured when the applied H field is reversed), since Hy is not
reproducible under multiple field sweeps; while the P state was achieved at H; (the saturation
field) (Fig. 3.2). It was observed that the resistance AR(AP) is better approximated by AR(Hy)
than AR(Hpy). AR(P) is the resistance measured at H = H,.

3.2.1.2 Details of Characterization of Samples

Little information has been found about the characterization of Co/Cu samples from MSU group
- most of the information found is X-Ray Diffraction (XRD), Transmission Electron Microscopy
(TEM) and Nuclear Magnetic Resonance (NMR) studies of Co/Ag samples from S.F.Lee PhD
thesis (MSU, 1994) [10], and the results of those characterizations will be summarized in
this section. It was learned from these characterizations that the samples have polycrystalline
structures (Ag has fcc(111) and Co has either fce(111) or hep(0001)).

The large-angle X-Ray 26 scan (Fig.3.3) with the x-ray wavelength A = 1.54A4° was used
to study the distribution of bilayer thicknesses of the samples. They shows a series of distinct
peaks, corresponding to the constructive interferences from bulk Ag and Nb (at roughly 38°),
from bulk Co (44°), and from the multilayer periodicity (the satellite peaks in between the
bulk peaks). These satellite peaks’ positions allow calculations of the bilayer thickness using
the Bragg’s Law for diffraction.

All the bilayer thicknesses derived from XRD studies were within 4% of the intended value
(either by SUPREX fit or by linear fit of n versus 2sinf/)\). Besides, it was mentionned in
Lee’s thesis that rocking curves scan show peaks with full width at half maximum (FWHM)
of 12°, indicating a distribution of crystal orientations in the samples (with the majority lying

within £6° of the preferred direction).
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Figure 3.2: (a) CPP — ARp(H) of a [Co(6nm)/Ag(6nm)]s sample at 4.2K. The resistance
AR(0) corresponds to a field Hy (in the as-prepared sample), AR(P) corresponds to the
saturation field H,, and AR(peak) corresponds to a field of local maximum after satura-
tion is Hpg. AR(0) is not reproducible after multiple field sweeps. (b) CPP — ARy(H) of
a [Co(8nm)/Cu(10nm)/Co(1lnm)/Cu(10nm)], multilayer. Stable AR(AP) reproducible after
multiple field sweeps. [9].
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Figure 3.3: Intensity (Counts/Second) vs 26 of Co/Ag sample with tc, = tas = 6nm. The
dashed line is a fit from with SUPREX (a computer program to fit x-ray spectra of multilayered
samples). Figure adapted from [10]
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Figure 3.4: The slope of the linear fit gives A, the bilayer thickness (using Bragg’s Law). Figure
adapted from [10]
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TEM structural analysis (from sliced samples) showed columnar growth present in the mul-
tilayer after a few initial monolayers, the schematic of which is in Fig. 3.5. NMR studies show
that Co layers in Co/Ag samples are mixtures of fcc Co, hcp Co and stacking faults. Large

amount of strains were found in both Co and Ag layers (due to the large lattice mismatch

between them).
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Figure 3.5: Schematic of the Co/Ag sample studied by TEM showing columnar growth after a
few intial layers. Figure adapted from [10]

Although information about Co/Cu sample characterizations are not available by MSU
group, there were published results by other groups (most notably by S.Pizzini et al.). In [11]
S.Pizzini et al. presented X-ray Diffraction, X-ray Reflectivity and X-ray Absorption Spec-
troscopy (XAS) studies of Co/Cu samples grown by thermal evaporation in ultrahigh vacuum.
Despite the fact that Co and Cu have very similar lattice constants, it was found that in the
plane of the layers, the Co lattice expanded while Cu lattice contracts slightly to accomodate
the lattice mismatch. (The lattice strain is negligible in the growth direction). Since XRD
cannot provide local structural information and can only give some information on the average
strain in the direction perpendicular to the interfaces (without being able to distinguish be-
tween the strains of Co and Cu layers), XAS and Extended X-ray Absorption Fine Structure
(EXAFS) studies provide details of the individual strains in-plane and out-of-plane Cu and Co
layers. These studies show that Cu layers appear to be much more ordered than Co layers,
specifically, the structural disorder within the Cu layers is comparable to that of bulk Cu, while
the disorder within Co layers is much larger than that in bulk Co. Also, consistent with MSU
group’s characterizations, Co layers have a large concentration of stacking faults, leading to the

formation of the more stable hcp domains on top of the fcc ones.
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3.3 Extraction of Parameters From CPP-GMR Experimental Data Using The
2CSR

3.2.2 Description of samples

Depending on specific experiments, several sets of samples (Co/Ag, Co/AgSn, Co/Cu) were used
in order to extract relevant parameters. Linear behaviors of AR(AP) and {(AR(AP)— AR(P))
x AR(AP)}'Y/? with respect to N are predicted in the 2CSR model, hence it is important to

vary the number of bilayers N. The sample sets are classified into [1, 2]:

1. Fixed total thickness ¢, fixed tp: the number of bilayers IV is varied by varying ty.
2. Fixed total thickness t7, fixed ¢x: the number of bilayers N is varied by varying ¢p.

3. Fixed total thickness ¢, variable tp = ty: the number of bilayers N is varied by varying

tp = tN.

4. Fixed tp = ty, the number of bilayers N is varied by varying t.

3.3 Extraction of Parameters From CPP-GMR Experi-
mental Data Using The 2CSR

According to the 2CSR model, 6 parameters are to be determined: ARg/r, p%, pN, ARI*:/N, IR
and . In [2], the authors stated that using independently measured value for ARg,p, applying
equation (3.4) to samples with fixed ¢tp or with tp = ¢y yielded p}, pn, ARI";/N. 8 and v were
extracted from the linear fits of equation (3.6) to samples with fixed ¢F and from equation (3.7)
with tp = ty. Thus, using the raw data for AR(AP) and combined (AR(AP) — AR(P)), all
the 5 parameters were extracted.

Specifically, the extraction of parameters can be understood by explicitly applying (3.4) and
(3.5) to the following various series of samples [1].

A. Fixed t;y = 720nm, fixed tc, = 6nm, variable t4, and N:
AR(AP) = (2ARs/p + pxtr) + N[6(sp — pw) + 2R} ) (3.8)

ARz (AP)(Rr(AP) — Rr(P))]'/* = N[65p} + 27AR};)y] (3.9)

B. Fixed tr = 720nm, fixed tc, = 2nm, variable t4, and N:
AR(AP) = (2ARg)r + pntr) + N[2(ph — pn) + 24R5) 0], (3.10)

A[Rp(AP)(Rr(AP) — Rp(P)]Y? = N[28p} + 2vAR} ). (3.11)
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3.3 Extraction of Parameters From CPP-GMR Experimental Data Using The

2CSR
C. Fixed tc, = tay = 6nm, variable t and N:
AR(AP) = 2ARg/p + N[6(py + pn) + 24AR% ], (3.12)
AR (AP)(Rr(AP) — Re(P)]Y? = L Boktr + 2NyARGy. (3.13)
D. Fixed t;y = 720nm, variable tc, = t4, and N:
AR(AP) = (2ARg/r + [p + pn)tr] + 2ARL )y, (3.14)
A[Rr(AP)(Rp(AP) — Rp(P))]'? = 3608p% + 2NYAR} . (3.15)

Linear least-square fits of AR(AP) in (3.8), (3.10), (3.12), and (3.14) give an intercept and
a slope which constitue 4 linear equations of ARg/r, pn, pf, and AR} /N that can be simply
solved to extract those parameters.In order to extract 5 and v, (3.9), (3.11), (3.13) and (3.15)
were used in the same way. The result of such an extraction by the MSU group is shown in

this table below:

PN p(*in) ARéu/N B Y

(nQQm) (nQdm) (fQm?)
Co/Ag 10(3) 107 (10) 0.56 (0.03) 0.48 (0.05) 0.85 (0.03)
Co/AgSn 185(10) 70 0.67 (0.06) 0.41 (0.12) 0.83 (0.06)
Co/Cu 7(2) 86 (4) 0.50 (0.02) 0.50 (0.10) (.76 (0.05)

Figure 3.6: Extracted parameters from the 2CSR Model for Co/Ag, Co/AgSn and Co/Cu
multilayers. Figure adapted from [2]

Moreover, according to the authors [12], linear fits of (3.4) to the raw data can also be
achieved with independently measured values for ARg/r, pr and px on sputtered thin films.
It was also claimed by the authors that these independently measured values agreed within

mutual uncertainties to those extracted using the 2CSR model [1].
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3.4 Limitations of The 2CSR Model

3.4 Limitations of The 2CSR Model

Several doubts have been raised regarding the validity of the assumptions made in the 2CSR

Model, most notably are the following [12]:

1. Are the constituent resistances (bulk and interface components) simply additive (in se-

ries)?

2. Why are p&, and B, extracted from different samples (Co/Ag) and (Co/Cu) using the
2CSR Model different (for samples in the same laboratory)?

3. Are 8 and ~ independent of tg, ty, and t7?

4. Can py and pp be replaced by their independently measured values?

The largest deviation of CPP-MR from the predictions of the 2CSR Model came from [13],
in which the MR(H) of the interleaved [Co(6nm)Cu(20nm)Co(1nm)Cu(20nm)]y and separated
[Co(6nm)Cu(20nm)]x[Co(1nm)Cu(20nm)]y samples (with the same magnetization) differed sig-
nificantly (Fig. 3.7). Co was the chosen F materials because of its known long spin diffusion
length (=~ 60nm [13]). Since the total tr and ¢ty in each sample are the same (independent of
the ordering of the layers), they should have the same MR(H) according to the 2CSR model;

however this was clearly not the case.
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Figure 3.7: MR(H) for interleaved (squares) and separated (circles) Co/Cu multilayers samples
with different number of repeats N (indicated in each figure). The MR(H) of the interleaved
samples shows a large, single peak, symmetric about H = 0, while separated samples show
smaller, more complicated structures is much larger than that of the separated ones. Figure
adapted from [14].
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3.5 A New Parameter: Spin-Memory Loss §

The authors of [13] attributed the breakdown of the 2CSR Model in this case to the 'mean
free path’ (MFP) effects, i.e. long electron mean-free path rather than the finite spin diffusion
lengths of Co and Cu, and hence argued that the MFP Arp and Ay of each materials are
important length scales in CPP-GMR. This was later ruled out by K.Eid et al. [15], arguing
experimentally that MFP is not a significant length in CPP-GMR, and attributing the observed
differences in MR(H) of the separated and interleaved samples to the spin-flip scattering within
the F- or N-layer and at the interface between F/N layers. The experimental proof was that
the replacement of Cu with a dilute CuGe (2% Ge) alloy (whose alloying is meant to reduce
the MFP of Cu) provided no qualitative difference in the MR(H) curves of the interleaved and
separated samples employing either Cu or CuGe. They then stated that although the 2CSR
Equations are the same for both interleaved and separated samples, the Valet-Fert Equations for
them differ in the presence of spin-flip scattering (and must be solved numerically due to their
complication). Specifically while ¢z and ¢y are the only important lengths in the 2CSR Model,
tr/ lf} and ty/ lé\ff enter as arguments in the exponential terms in VF equations. Subsequently,
Eid et al [15] attributed the difference of MR(H) for the interleaved and separated samples to
spin flipping in the individual F- and N-layer, and at the F/N interfaces. The new parameter

¢ characterizing spin-flip scattering will be discussed in more details in the next section.

3.5 A New Parameter: Spin-Memory Loss §

In a multilayer structure of interest, defining a fictitious interfacial layer I between a F- and a N-
layer or between two nonmagnetic N1 and N layer (for every single interface in the multilayer),
with ¢; and IZ  being the thickness and spin diffusion length of this layer, 0 - the spin-relaxation
parameter at that interface, is then defined as:

tr

sf

Taking the case of an F/N interface, the fictitious interfacial layer I is further characterized
with a resistivity p; (fulfilling the condition prt; = AR}, N and ’bulk’ scattering anisotropy
parameter 87 (81 = 7o/x)-

Applying Valet-Fert theory [16] to the multilayered system with these fictitious interfacial
layers requires the matching of electrochemical potentials and current densities at the bound-
aries of this I layer with the F- and N-layer. Such a matching depends on ¢;/I% or §;, and the
quantity pllgf. Due to the constraint p;t; = ARI";/N, we have pjlgf = AR;/N/SI. The maching
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3.5 A New Parameter: Spin-Memory Loss §

is then entirely controlled by the parameter 7, allowing its values to be extracted from the VF
solutions. (The exact same principles apply to the case of two nonmagnetic metals N; and Ny
instead of F and N).

The value of § extracted from the above principle for Co|Cu interface is 0.25 [15]. Although
it was argued that even with the inclusion of a small § (= 0.25), the use of the 2CSR and VF
theory to extract parameters in previously published work is still justified, as § does not seem to
significantly affect AR(AP) or AAR of interleaved or simple [F/N]y multilayered samples, the
authors of [15] also acknowledged the fact that ”if spin-flipping at the interface is eventually

confirmed, some parameters (from the original 2CSR model) may need to be slightly modified”
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Chapter 4

CPP GMR of Co|Cu

4.1 Computational details and numerical tests

4.1.1 Input Geometries and Generated Potentials

All calculated structures consist of two leads (pure Cu) with a scattering region sandwiched in
between. The scattering region could be a finite section of bulk Cu with Co impurites (of varying
concentration) or vice versa (a bulk section of Co with Cu impurities of varying concentration);
or a multilayered structure of alternating Co and Cu layers. The latter structure is called
current-perpendicular-to-plane (CPP) geometry and is used to study GMR effect.

In the transport problem, there is a certain direction (z axis) of current flowing while the
z-y plane has in-plane translational symmetry. To model substitutional alloy disorder, we take
5 x 5 lateral supercell in x-y plane, which is repeated indefinitely. Within one supercell, the
on-site potentials are randomly distributed according to the concentration. The length of the
scattering region can be extended by repeating a chosen layer a certain number of times using
a code call prandgen.x. The same code is used to randomize the position of the impurities
within a certain layer to model disorder.

For transport perpendicular to (001) plane, the 5 x 5 supercell area A and inter-plane
distance d are, respectively,

1
A = 25X §a2, and d = a. (4.1)

For transport perpendicular to (111) plane, the 5 x 5 supercell area A and inter-plane distance
a are given by
V3

A = 25x Tga% andd = —=a. (4.2)

The lattice constants and related parameters that we used in this work are listed in Table 4.1.
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4.1 Computational details and numerical tests

Table 4.1: Parameters used in calculations.
Systems z-axis a (A) d(A) A (nm?)
Cu-rich Co-Cu alloys  [001]  3.614 3.614 1.629
Cu-rich Co-Cu alloys [111] 3.614 2.087 1.411
Co-rich Co-Cu alloys  [111]  3.549 2.049 1.364
[111]  3.582  2.068 1.389
[111]

CO5()CU5()

Co|Cu multilayers 3.582  2.068 1.389

Before doing transport calculations, we need the effective potentials of the lead|scattering
region|lead interfacial structure, which are obtained with self-consistent DFT calculations using
TB-LMTO basis. Fast convergence can be achieved with good initial potentials, so we perform
three steps to get the effective potentials for transport structures (CoCu alloys and multilayers).
(1) We calculate the potentials of single Co and Cu atoms. (2) With the atomic potentials as an
input, the bulk potentials in fcc Co and Cu are calculated self-consistently. The first two steps
converge fast because the system is small. (3) Finally, we take the bulk potentials at the corre-
sponding sites in the scattering structure and solve the Kohn-Sham equation self-consistently.
Bulk potentials are applied to describe the semi-infinite leads, which do not depend on the
structure/potentials in the scattering region. The coherent-potential approximation is used to
mimic the impurities within alloys and at the Co|Cu interfaces (constructed of two atomic layers
of 50%:50% Co-Cu mixing). Using the transport code, which employs wavefunction matching
method, the total conductance of the entire structure (after being lengthened by prandgen.x)

is computed.

4.1.2 Model and Parameters

The output from the transport code is a 2 X 2 conductance matrix G in the unit of the quantum
conductance % per area of one supercell A. Without SOC, the G matrix is diagonal since there

is no coupling between the two channels,

G = (GJT GO“). (4.3)

Then the two spin channels are simply:

Gy = G, (4.4)
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4.1 Computational details and numerical tests

In the presence of SOC, the 2 x 2 conductance matrix is no longer diagonal due to the
coupling between the two spin channels,

Gt GN)
G = . 4.6
(Gw Gy (4.6)

In this case, we define the conductance of each channels as:

Gy = Gp+Gry, (4.7)

G, = Giu+Gy. (4.8)

Then we are able to define the corresponding area resistance

h (G
ART(L):62<A . (4.9)

In practice, we calculate AR as a function of the length of scattering region L. At large
L, AR would show a linear dependence on L following Ohm’s law so that we can get the
slope of the linear function. If the scattering region is an alloy, the slope (after some unit
transformation) corresponds to its resistivity while the intercept arises from Sharvin resistance
of leads, interface contributions between leads and scattering region. For the case of multilayers
with only interface disorder, the slope corresponds to the resistance per one interface. Finally,
for the case of multilayers with both interface and bulk disorder, the slope corresponds to the
resistance due to both the interface and the bulk layer.
The total resistance (both with and without SOC) can be obtained from the two separate
resistances using the summing rule for two resistors in parallel.
ARt = (1 + 1) o (4.10)
ARy AR,
The error of the total resistance AAR;qta1 is also calculated from the standard deviations of the

two separate channels (AARy and AAR)) as follows:

2 2
AAR o0 = \/ <8AR“’“1> (AARy)? + <8ARt°“1> (AAR))2. (4.11)

0AR; 0AR,
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4.1 Computational details and numerical tests

4.1.3 Convergence Verification

For every calculation, we need to check the convergence of k-point sampling, number of config-
urations, etc. Here we use the total conductance of Cu with 4% Co impurities as an example to
show convergence verification. Transport is along [001] direction in this case. Figure 4.1 shows
the calculated total conductance G (in unit of e?/h) as a function of number of k-points in
the 2D Brillouin zone for one configuration. G is plotted against the inverse of the number of
k-points in order to better see the convergence as the number of k-points increases. The total
conductance converges to about 0.1% with a k-point grid 32 x 32 in the 2D Brillouin zone so
such a k-point grid is used in the all the calculations.

Once the k-point grid is fixed to be 32 x 32, the average of total conductance G and its
standard deviation are calculated as a function of number of configurations and are plotted in
Fig. 4.2. We can see that the averaged value and the error bar converge at around 10 config-
urations, so for all calculations we choose 10 random configurations to calculate the average

conductance and its error bar.
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4.1 Computational details and numerical tests
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Figure 4.1: Convergence of total conductance (in unit of €?/h) as a function of number of

k-points for one configuration.
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Figure 4.2: Convergence of total conductance (in unit of e?/h) as a function of number of

configurations.

38



4.2 Results and discussions

4.2 Results and discussions

4.2.1 Bulk Resistivity

MSU group reported that Cu in their Co|Cu multilayer sample contributed a bulk resistivity
of 0.7£0.1 pf2cm at low temperature [2]. If we assume that the resistivity arises from the
fact that Co atoms diffuse into Cu layers during the sputtering process, we will estimate in this

section how much concentration of Co atoms corresponds to such a resistivity.

R (C
L(Cu) Cu (x% Co) (Eu)

Figure 4.3: A typical structure used in transport calculation: Finite scattering region sand-
wiched between two Cu leads. The scattering region in this case is Cu-rich Co-Cu alloy with
Co impurities.
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Figure 4.4: Area resistances of majority and minority spin channels of Cu-rich Co-Cu alloy (4%
of Co) with and without SOC along transport direction perpendicular to [001] planes.
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Figure 4.5: Area resistances of majority and minority spin channels of Cu-rich Co-Cu alloy (4%

of Co) with and without SOC along transport direction perpendicular to [111] planes.

To calculate bulk resistivity of Cu, a finite length of Cu with a certain concentration of Co
impurities is sandwiched between two pure Cu leads, as sketched in Fig. 4.3. Note that only
a few percent impurities make the system diffusive, recovering the expected Ohmic behavior,
i.e. the resistance shows a linear dependence on the length of the scattering region. Thus
the resistivity can be extracted by a linear fit. Figure 4.4 and 4.5 show the resistance of Cu
containing 4% Co impurities as a function of length along [001] and [111] directions, respectively.
At every length, we have calculated about 10 random configurations and taken the standard

deviation as the error, but they are too small to be visible in the figures.

Table 4.2: Resistivities of Cu with Co impurities. (Units: p)cm)

[001] [001] [111] [111] [111]
x% Co 4% 4% 4% 4% 0.4%
SOC No Yes No Yes No

Pt 4.6+£0.1 4.99£0.06 4.70£ 0.06 5.15£0.05 0.93£0.02
Pl 76.3+04 71.8£09 77.3+£ 0.6 72.8£0.6 1.494+0.04
Protal  4.34+0.09 4.67£0.05 4.43+0.05 4.81+0.04 0.57£0.01

The extracted resistivities are listed in Table 4.2, from which we find the following infor-
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4.2 Results and discussions

mation. (1) For all cases, the majority channel has a much lower resistivity than the minority
channel. Tt is because for majority spin all 3d electrons are occupied in both Cu and Co such
that their majority potentials match well; but in the minority channel, they have quite dif-
ferent potentials resulting in a larger resistivity. (2) The resistivity has very little orientation
dependence in such systems because Cu has an isotropic Fermi surface. It is not changed much
by the dilute impurities of Co atoms. (3) SOC only increases the total resistivity less than
10% in contrast to the factor of 4 in NiggFegq alloys. This is due to the fact that electronic
states of Cu at the Fermi level have mostly s characters, for which SOC has no effect. (4)
The Co concentration 0.4% gives rise to a comparable resistivity observed in MSU experiments,

confirming that they made quite clean Cu layers.

Table 4.3: Resistivities of Co with 4%, 10%, 12% and 50% Cu impurities. The transport
direction is along [111] in all the calculations. (Units: p€2cm)
x% Cu 4% 4% 10% 12% 50%
SOC No Yes Yes Yes Yes
Pt 1.11+0.01 2.04+0.02 3.96+0.04 4.294+0.03 10.83£0.05
Pl 27.3£0.2 25.1+04 42.94+0.8 36.2+0.8 12945
Ptotal 1.074+0.01 1.894+0.02 3.63+0.03 3.844+0.03 9.99+0.05

We have also calculated the resistivities of Co with Cu impurities for the concentrations
4%, 10%, 12% and 50%, respectively. The results are listed in Table 4.3. Different from the
Cu-rich alloys, for Co with 4% Cu, SOC increases the total resistivity significantly. Because of
the many d-bands crossing the Fermi level in Co, SOC has relatively large effects in mixing the
two spin channels. Comparing to the reported bulk resistivity of Co by the MSU group about
6 pdcm, we find that the impurity concentration of Cu is larger than 12% if we assume no

other types of disorder.

4.2.2 Bulk spin asymmetry coefficient 3

The bulk spin asymmetry describes the ratio between majority and minority electric conduc-

tivities (resistivities),

or+o, pLtpr
or equivalently,

pr = 2pt0tal(1 - B)v (413)

Py = 2ptotal(1 + B). (4.14)
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4.2 Results and discussions

Without SOC, the two channels are decomposed and S can be determined unambiguously

from the spin-dependent resistivities, e.g. for Co with 4% Cu, 8 = 0.922 £ 0.001.

Table 4.4: Bulk spin asymmetry coefficient 5 of Co with varying concentration of Cu impurities
determined from p4 and p;. The calculations are performed with SOC.

xz % Cu in Co B
4% 0.850£0.003
10% 0.831£0.003
50% 0.851+0.005

In the presence of SOC, the two spin channels are coupled to each other via spin-flip scat-
tering G4y and G 4+. Using the notation defined in previous chapters, we can still define the
resistivities for the two spin channels p4, p;. Then we are able to determine 8 by applying
Eq. (4.12). The bulk spin asymmetry obtained this way are listed in Table 4.4. Note that
in such a scheme, we obtain 3 from the asymptotic p;, p; at large scattering region without
knowing the spin diffusion length.

Starikov et al. developed a method to determine 5 and spin-flip diffusion length ls simul-

taneously [17] by fitting the following function,

L B e/l (B — v + 79)

1
T(4) - =
P 272 B(ry + lssdpl tanh 6) ’

(4.15)

where 8 = (p; — p1)/(py + py) is the bulk spin asymmetry coefficient, pT™) (2) = JTH)(2)/J
are the fractional spin currents (with JTM)(2) is the current density of majority and minority
electrons, respectively), lss is the spin diffusion length in Co, p}. = (py + py)/4 is the effective
bulk resistivity, 73 = (rf; + ) /4 is the effective interface resistance, v = (rf — 1)/ (T;Lf + )
is the interface spin asymmetry coefficient.

We perform such a fitting to find 8 and Is for Co-rich alloys, as plotted in Fig. 4.6, where
we take pTH) = G1(1)/Grotal- B that are obtained by such a fitting are given in Table 4.5. It is
interesting to note that the two methods lead to different values of 5. The asymptotic resistivity

yields § insensitive to the Cu concentration, while the fitted 8 using Eq. (4.15) increases with

the impurity concentration. The difference between the two methods will be discussed later.
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Figure 4.6: Spin fractional currents vs length to extract 5 of Co-rich Co-Cu alloy with varying

concentration of Cu impurities.

Table 4.5: Bulk spin asymmetry coefficient 5 of Co with varying concentration of Cu impurities
obtained using Eq. (4.15). The calculations are performed with SOC.
2%Cu I6]
4% 0.631 4+0.007
10%  0.694+0.002
50%  0.773+£0.001

4.2.3 CPP-Co|Cu multilayers

The Co|Cu multilayer structure with current perpendicular to plane (CPP) is schematically
shown in Fig. 4.7, consisting of single-domain ferromagnetic Co alternating with non-magnetic
Cu. The conductance per unit area G/A or area resistance AR of this system is calculated
for two configurations: parallel configuration (P) and anti-parallel (AP) configuration, which
means the magnetizations of neighboring ferromagnetic (Co) layers are parallel or anti-parallel,
respectively.

For both P and AP cases, the two spin channels are re-labelled as (4) and (—) instead
of (1) and () according to their absolute orientations. In this case, the two channels have

approximately the same resistance: AR, =~ AR_, hence the total resistance is approximately
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Co Co Co Co
Cu Cu Cu
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Figure 4.7: Geometry of CPP Co|Cu multilayers.

R

half that of each channel. For all AP cases below, the total resistance can be fitted to a line
almost perfectly. For P cases, the resistances in the two channel differ considerably and the
low-resistance channel dominates the total resistance due to the parallel connection.

We consider two types of Co|Cu multilayers in our calculations. The first one consists of
clean Co and Cu layers with only substitutional disorder at each interface. It is modelled by
randomly interchanging Co and Cu to construct two atomic layers of CosqCusg alloy at the
interface. The second system contains not only the above interface disorder, but also includes
12% Cu impurities in Co layers to create the resistivity of ferromagnetic layers. Two different
layer lengths: tc, = tcy = 1.034nm and tc, = toy = 2.068nm were used in both types of

multilayers.

4.2.4 'With only interface disorder

With only interface disorder, the area resistances are obtained from linear fit of Figs. 4.8 and 4.9.
Without SOC, the two spin channels have the resistances perfectly linear with the number of
bilayers N. For P cases including SOC, the spin-flip scattering couples the two channels and
curvatures appear for short length so we fit AR at large N where Ohmic behavior is recovered.
The area resistances per bilayer are listed in Table 4.6 without SOC and in Table 4.7 with SOC

included in the calculations.
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Figure 4.8: With only interface disorder: Two-channel area resistances of (a) Parallel and (b)
Anti-parallel for each spin channel with and without SOC (tc, = tcy = 1.034nm). The figure

is plotted with error bars that are smaller than the markers.
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Figure 4.9: With only interface disorder: Two-channel area resistances of (a) Parallel and (b)
Anti-parallel for each spin channel with and without SOC (tc, = tcy = 2.068 nm). The figure

is plotted with error bars that are smaller than the markers.

In the case of clean bulk (no impurities in the bulk layers of the multilayers) and only
interface disorder due to alloying, the asymmetry in interfacial scattering between two spin
channels (+ and —) can be characterized by 7, in the way similar to the bulk asymmetry

scattering coefficient 8 above,

Riy = 2Re/n(1 = ) (4.16)

Ry = 2Rpn(1 +7) (4.17)

46



4.2 Results and discussions

Table 4.6: Area-resistance in P and AP configurations with only interface disorder and without

SOC.

tco = tcu = 1.034nm tco = tou = 2.068 nm
AR(fQ m2) P AP P AP
(+) Channel 0.124+0.002 1.93+0.01  0.11£0.002  2.046+0.014

(—) Channel  3.334+0.009  1.89+0.04  3.59+0.03  2.04440.022

Total 0.116+0.002 0.96+0.02 0.1074£0.002 1.023+0.013

Table 4.7: Area-resistance in P and AP configuration with only interface disorder and with

SOC.

tco = teu = 1.034nm tco = tou = 2.068nm
AR(fQm?) p AP P AP
(+) Channel 0.125+0.003  1.89+0.006  0.162-+0.001  1.91440.011

(=) Channel 1.17£0.1 1.91+0.016 1.60+0.1 2.236+0.026

Total 0.113+0.003  0.950+0.009 0.147£0.010 1.031+0.014

In the clean bulk case, the only scattering events occur at the interfaces, hence there are still
two ways of extracting v as described in Section 4.2.2:
1. Method 1: Using the definition for ~:

_ Re/n — R;/N

Y = — .
R/ + RJPC/N

(4.18)

Using 7 definition with all the relevant parameters taken from calculations gives the values

in Table 4.8.

Table 4.8: Interface spin asymmetry coefficient of Co|Cu interface in P case with varying
thicknesses of the layers - Method 1.

¥ tco = tcw = 1.034nm  tg, = toy = 2.068 nm
Without SOC 0.93040.001 0.941 +0.001
With SOC 0.81+0.02 0.82+0.01

2. Method 2: Using the same method as [17], but letting v = 3. The values
extracted using this method are listed in Table 4.9.
Similarly for extracting 3, the two methods also gives different values of v. We will discuss

them in the next section.
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4.2 Results and discussions

Table 4.9: Interface spin asymmetry coefficient of Co/Cu interface in P case with varying
thicknesses of the layers - Method 2.

v tco = tcw = 1.034nm  to, = tcy = 2.068nm
Without SOC 0.852 £ 0.004 0.861 £ 0.004
With SOC 0.774£0.001 0.760 £ 0.001

4.2.5 With both interface and bulk disorder

In this section, we introduce disorder to the ferromagnetic layers since the MSU group reported
that the ferromagnetic layers have a significant resistivity (up to 6 uf2cm at low temperature).
With Cu impurities (12%) introduced in the Co layers in the CPP calculation, the total area-
resistance per bilayer AR contains contributions from both the interface resistance and the bulk
resistivity. We plot the total resistance as a function of N in Fig. 4.10 for tc, = tcy = 1.034 nm
and Fig. 4.11 for tco = tcy = 2.068 nm. The calculated AR are given in Table 4.10 without
SOC and Table 4.11 with SOC.
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Figure 4.10: With both bulk and interface disorder: Two-channel area resistances of (a) Parallel
and (b) Anti-parallel for each spin channel with and without SOC (tco = tcy = 1.034nm). The

figure is plotted with error bars that are smaller than the markers.
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4.2 Results and discussions

Table 4.10: Area-Resistances in P and AP configuration with both bulk and interface disorder
without SOC.

tco = tcu = 1.034nm tco = tcu = 2.068 nm
AR (meQ) P AP P AP

(4+) Channel 0.132£0.003 2.063+£0.007 0.166+£0.002  2.66+0.02
(=) Channel 3.691+0.020 2.043+0.02 4.99+0.06 2.67+0.02
Total 0.127£0.003 1.026+£0.011  0.161+£0.003  1.332+0.014

Table 4.11: Area resistances in P and AP configuration with both bulk and interface disorder

with SOC.

tco = tcu = 1.034nm tco = tcu = 2.068 nm
AR (mez) P AP P AP

(4+) Channel 0.162+0.007 1.793+£0.006 0.218+0.0023 2.348 +0.022
(=) Channel  1.86+0.01  2.297+£0.033 1.909+£0.001 3.026 £ 0.032
Total 0.149£0.006 1.007£0.007 0.196+0.002  1.322+0.009

A special problem we want to point out is that in AP cases, SOC leads to unequal AR for
+ and — channels. So far it has not been clear whether this is due to the spin decomposition

with SOC or some symmetry breaking by SOC. It needs to be understood in the future work.
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4.2 Results and discussions

4.2.6 CPP-GMR

From the calculated area resistance, we are able to estimate the giant magnetoresistance (GMR)
ratio of electronic transport in such CPP Co|Cu multilayers and to verify the influence from

SOC and impurities in ferromagnetic Co layers. We use the definition of GMR ratio as

ARpp — A
GMR = 2Bar —ARe 00 (4.19)
ARp

The standard propagation of errors is used to calculate the error of GMR.

OGMR \ > OGMR \*
= —_— 2 2
AGMR \/ ( MRP) (AARp)? + ( 3 lmp) (AARap)2. (4.20)

Table 4.12: Calculated CPP GMR of Co|Cu multilayers for the cases of only interface disorder
and with both interface and bulk disorder (with and without SOC)

tco = tcw = 1.034nm tco = tou = 2.068nm
GMR% Without SOC  With SOC  Without SOC  With SOC
Interface 728 £17 740 £ 23 856 £19 601 £10
Interface & bulk 709 £ 20 576 + 28 728 £11 574+ 8

The results are summarized in table 4.12. The lowest obtained GMR value (57448 %) are
about three times higher than the highest CPP-GMR value obtained experimentally (170 %)
for the multilayered structure of [Co(1.5nm)/Cu(t)]n, where t ~ 1nm [18].
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4.3 Discussions

4.3.1 Effects of SOC on Co|Cu CPP-GMR

In Section 4.2.1, we have seen the influence of SOC in Co-Cu alloy resistivities, where the
systems are always single ferromagnetic domains. SOC then introduces spin-flip scattering and
couples the majority and minority spin channels, resulting in an increase in the total resistivity.
The SOC strength (hence the coupling strength) is determined by the characters of electronic
states at the Fermi level.

In Co|Cu multilayers, the neighboring ferromagnetic layers can be parallel or anti-parallel,
and SOC has more pronounced effect in parallel configuration than in anti-parallel configuration.
This is because in the former case the two spin channels (majority and minority) are clearly
different: the majority channel has a much smaller resistivity compared to the minority channel.
The effect of SOC is the only mechanism in coupling the two channels and increases the total
resistivity, as in the alloy systems. However, in anti-parallel configuration, the two spin channels
are already strongly coupled (and have comparable resistivities) so SOC has little effect. In this
calculation, SOC increases ARp by a factor of approximately 1.2, while leaving ARap almost
unchanged.

By introducing impurities in Co layers, SOC causes spin-flip scattering not only at the
interfaces but also inside ferromagnetic layers. This enhanced mixing between two conducting
channels further lowers down the GMR ratio, as we see from Table 4.12. The discrepancy
between our calculation and experimental observation may result from other sources of disorder

besides substitutional disorder, which will be discussed in Section 4.3.4.

4.3.2 Extraction of Anisotropy Scattering coefficients 3 and ~

In Section 4.2.2, we described two methods to determine the bulk asymmetry coefficient 3,
which also apply to calculate the interface asymmetry . The methods yield very different
results leading to the question of which one is reliable. While the results from non-linear fitting
using Eq. (4.15) could be affected by the inclusion of Sharvin conductance, those obtained from
spin-dependent resistivities/resistances exclude the Sharvin via the linear fitting and seem to
be more reasonable.

Another support for using the parameter definition to extract the asymmetry scattering

coefficient (8 or vy in the clean bulk case) arises from an examination of v for interface resistance
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with only interface disorder. In this case the 2CSR model is applicable and we have :

ARP = ARF/N

ARap = ARy (4.21)

By definition: ARp/ny = AR}/N(l —4?), meaning the same as:

ARp = ARap(1 —9?), (4.22)
or:
ARp
=4/1— 4.2
gl ARnp (4.23)

It has been verified that by using 7 values obtained by definition, the relation (4.22) is
satisfied, whereas using v derived from method 2 (using spin fractional current) does not satisfy
(4.22). For instance, in the case of tc, = to, = 1.034nm, ARp =0.116+ 0.002 fQm?,
ARxp =0.9640.02 fQm? in Table 4.6, using (4.23) gives v = 0.938, consistent with the value
0.931 determined using the definition of v (method 1), while the fitting using Eq. (4.15) gives
the inconsistent v = 0.852.

4.3.3 Comparison with the 2CSR Model

It has been established that the effective area-resistance AREO‘Cu agrees well between calcu-
lations in this work and the extracted results from the measurement using the 2CSR Model,
with the value of AR}, /N about 0.5 fm?. However, other results obtained from this work
showed significant differences with those extracted from the 2CSR Model for Co|Cu CPP-GMR
measurements.

Given the issues with the 2CSR discussed in the previous chapter (the methods of parameter
extraction, the introduction of a new parameter—spin-flip rate § that could potentially change
all the previously published values of the original 2CSR parameters), it is hard to make a
meaningful comparison between the calculated parameters’ values and those originally published
[2, 12]. However,the comparison ought to be made just to see where our calculations stand
relative to the experimental results. First among those differences is v (approximately 0.94
without SOC and 0.82 with SOC compared to 0.76 from the 2CSR), which caused the difference
in ARp and subsequently GMR. Secondly, from the 2CSR model, p¢&, = 8.6 uQcm (and § =
0.5), a value that can only be obtained from our calculation by putting a lot of Cu impurities

(more than 12%) in Co. In reality, however, such a high concentration of impurities in the
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experimental samples is unlikely, and since we cannot obtain any information about the source
of disorder that caused such a resistivity (or even whether this published value is accurate, since
different samples give different p¢ ). Furthermore, our calculated § values are significantly
different from 0.5-Again the question arises whether 0.5 is a reliable value, since a potentially
unreliable value of p¢, used in the extraction for 3 could easily lead to an unreliable 3. To
solve the above issues, revisiting the experimental studies is necessary, especially on the raw

data instead of the extracted parameters from the 2CSR model.

4.3.4 Using Thermal Lattice Disorder in CPP Calculations

In an attempt to reproduce the experimentally reported value for pg, of approximately 6.45
uQem  [2], we have introduced a large concentration of substitutional disorder up to 12%
of Cu, which is too large to be physical. Meanwhile the calculated bulk spin asymmetry 3
(with just substitutional disorder)does not agree with the reported value 0.5, suggesting that
other types of disorder may play a role in the multilayers. To characterize their samples, the
MSU group used X-ray diffraction (XRD) analysis (the basics and details of XRD are covered in
Appendix A) among other techniques, for their Co|Ag multilayer samples, where the broadening
of the diffraction peaks confirmed the imperfect lattice structure in the multilayers. It is then
reasonable to consider using a lattice disorder instead of, or together with substitutional disorder
to reproduce the experimental Co resistivity. Liu et al. [19] developed a frozen thermal lattice
disorder by displacing atoms randomly from their ideal lattice positions (typically by several
hundredths of an angstrom). Gaussian distribution of displacements is used, characterized
by the root-mean-square displacement A = y/{(|u;|?), where the angular brackets indicate an
average in which the index ¢ runs over all atoms. This scheme can be applied in modeling the
imperfect lattice of the multilayers using sputtering or other techniques at low temperature.
Previous calculation done by Liu et al. [19] characterizing various ferromagnetic materials’
resistivities as functions of thermal lattice disorder indicates that for hep Co at 273K (using
the experimental lattice constant of 2.507 ;1), a rms displacement of approximately 0.1 A
corresponds to around 6.5 uf2cm. To make a connection with the pg, in Co|Cu CPP-multilayers
obtained in the MSU experiments in 1991, in which little information about the nature of
disorder in their samples is available, we can look at their § — 260 XRD spectrum on Co|Ag
multilayer samples. We are interested in extracting the information from the broadened peaks,
which can be translated into a rms displacement. Given the mixed character of the defects

and disorder present (polycrystalline, stacking faults, strains, and combination of fcc and hep
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growth) in Co layers, which can all significantly determine the broadening of the XRD peaks, it
is hard to precisely extract a small component due to lattice broadening, assuming that there
is a residual lattice disorder existing in the experiments, even at a very low temperature. What
can be done is to approximate the broadening of the x-ray peak entirely by an effective rms
displacement using Bragg’s Law of diffraction. Although this approximation might be crude, it
yields a reasonable result. A rms displacement of A introduces a change of A in the interplanar
distance d, resulting in an interval d £ A corresponding to a shift of the original X-ray peak
6(d) to an upper value of 8(d — A) and a lower value of 6(d + A). (Note: 6(d) is the Bragg
angle corresponding to an interplanar distance d, 6(d + A) is the Bragg angle corresponding to
d+ A, and so on). With this, one can roughly estimate the effective rms displacement of the
sample used in the experiment from XRD scan results. Using the XRD results (3.3) obtained
from [10], we see that the diffraction peak of bulk Co (approximately at 44° in 26 scan) has a
FWHM of about 0.5°, corresponding to an effective rms displacement of 0.02°. This is smaller
than the value obtained in [19], but it is hard to draw any conclusions from this difference,
because the XRD is done on Co|Ag instead of Co|Cu samples (and pf,, in Co|Ag sample is

different from that in Co|Cu sample, according to the published experimental values [2]).
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Chapter 5

Outlook

The results of this work have shown that the influence of SOC on CPP-GMR is rather small
and does not contribute towards a better agreement with experiments. Besides, the coupling
mechanism of SOC on two separate spin channels in P and AP case should be further in-
vestigated, especially in AP case where the results obtained show a splitting of (+) and (—)
channel. Although there are limiting uncertainties involved with past and current experimental
studies, in order to better bridge the gap between theoretical calculations and experimental
results, the nature of disorder in ferromagnetic layer and at the F/N interface in CPP structure
should be better understood and modelled. It has been demonstrated in this thesis that sub-
stitutional disorder alone cannot reproduce the amount of resistivity and anisotropy scattering
coefficient reported experimentally for Co. It is then worth considering using other types of
disorder like lattice disorder and even stacking faults in Co layer (more realistically Co layer
has a combination of fcc(111) and hcep(0001) domains instead of just fcc(111)) in our future

calculations.
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Appendix A

Basics of X-ray Diffraction
(XRD)

A.1 Overview

X-ray diffraction studies of materials are important tools for probing the crystalline structure,
chemical composition, and physical properties of materials and thin films. Due to the short
wavelength of X-rays (0.0lnm to 10nm), it can be use to probe the finer structures of the
material with a comparable length scale. The high energy of X-rays means that excitation of
the atoms in the materials can also occur. Analysis of the resulting emitted radiation can be
done to extract the chemical composition of the material.

Specular scattering occurs when X-rays impinging on an atom is scattered with the same
angle from the normal as the angle of incidence. When this occurs in a regular periodic struc-
ture (Fig. A.1) like a crystal, the scattered X-rays being coherent with each other will undergo
interference. The condition for constructive interference is given by the Bragg’s Law for diffrac-
tion:

n\ = thklsine (Al)

where n is the diffraction order, )\ is the X-ray wavelength, dx; is the interplane distance, and

0 is the angle between the incidence x-ray beam and the sample surface.
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A.1 Overview
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Figure A.1: Bragg’s Law of diffraction.(a) Destructive interference of reflected waves at an
arbitrary angle 6. (b) Constructive interference of reflected waves at a Bragg angle 6. Figures

adapted from [20]
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A.1 Overview

off-set scan

rocking-curve scan

. e

Figure A.2: Scattering geometry from a diffraction measurement on a multilayer structure with
period A (Top). For specular scattering, §; = 6;. With rough interfaces, diffused scattering
occurs with 0; # 6y and ¢y # 0. The corresponding scattering geometry in reciprocal space

(bottom) can be probed with a rocking scan. Figure adapted from [21]

As the angle of incidence and angle of reflection are equal for specular scattering (Fig.A.2),
to detect the scattered X-rays, the normal of the sample surface is always placed at half of
the angle between the incident X-ray beam and the line of sight of the detector. Thus this
technique is known as § — 20 X-ray diffraction. A typical result from an XRD scan contains
peaks corresponding to angles at which the Bragg diffraction condition is satisfied.

A scan is usually done over a range of angle 6 such that the Bragg diffraction condition is
satisfied for both n < 0 and the corresponding n > 0. This results in two identical set of
peaks on either side of the zeroth-order maximal. Thus by relating the two set of peaks, it is
possible then to identify the order of the peaks n. By fitting a plot of the order n of the peaks
versus the corresponding value of W , the value of d can be obtained.

The idealized peaks of the diffraction scan are infinitely sharp. This scenario corresponds to

the case where the X-ray have infinitely narrow bandwidth, which is not true in reality. Because

of the finite bandwidth of the X-rays, the full-width-half-maximum (FWHM) of the peaks get
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A.2 Defects Possibly Extractable from XRD

progressively smaller when more layers are contributing to the interference. By extension,
FWHM of the peaks is dependent on the number of atoms in the sample.

The 6 — 20 scans only reveal information about the periodicity parallel to the surface of the
sample. In order to probe the periodicity in other orientations, the angle between the sample
normal and X-ray beam is varied while maintaining the angle between the incident X-ray beam

and the line of sight of the detector. This is called a rocking curve scan (Fig.A.2).

A.2 Defects Possibly Extractable from XRD

Apart from the finite bandwidth of the X-rays used, the disorder in the sample can also lead
to a broadening of the peaks. Some of the possible defects are highlighted here:

1. Intermixing between layers: In samples with multilayer structures, there is an inter-
mixing of the two materials in between the monolayers. This is due to the diffusion of
the two materials into each other. There is a gradual change in the lattice constant from
that of one monolayer to another. The gradual change in the lattice constant implies
that more sets of Bragg diffraction conditions in the XRD are satisfied for the multilayer

structures, giving rise to broadened diffraction peaks.

2. Finite crystallite size: In reality fabricated samples are not monocrystalline. Due to
growing conditions and surface defects, they may have a polycrystalline structure com-
posing of crystallite with various size distribution and orientations. Each of this crystal-
lite satisfy their own set of Bragg diffraction condition, giving rise to broadened peaks

(Fig. A.3).

The broadening of the the FWHM due to the finite crystallite size B, is given by the

Scherrer equation [22]:
KX\

Bsize (20) = ma

(A.2)

where K is the Scherrer constant (typcial 0.9), L is the apparent size of the crystalline
domain, and A\ is the wavelength of the X-ray. Using A.2, calculation of the expected
FWHM for the diffraction peak for bulk Co at 20 = 44° is made. This is shown in
Fig. A.4.
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A.2 Defects Possibly Extractable from XRD
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Figure A.3: Diffraction patterns of nanocrystalline Silicon showing broadening due to particle

size. Figure adapted from [22]
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Figure A.4: A Matlab generated plot showing the dependence of bandwidth(®) on size of

crystalline domain (A) for a diffraction peak of Co at 20 =44°.

3. Interface roughness: Thin films growth is usually uniform up to a few monolayers.
After which columnar structure begin to develop. This results in surface roughness giving

rise to an incoherent interface when it comes to multilayer structure. Each of the pro-
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A.2 Defects Possibly Extractable from XRD

trusion in the interface give rise to its own set of Bragg diffraction condition, resulting in

broadened peaks.

. Thermal disorder: So far the defects mentioned are frozen-in defects which do not
change over time. However, due to thermal energy, various vibrational modes in the
lattice may be excited. Vibration of the lattice points results in a mean displacement
from the periodic lattice points, giving rise to an irregular lattice. This results in a
slightly different set of Bragg diffraction condition being satisfied, leading to broadened
peaks and a different dependence on angle § with temperature. The dependence of the
intensity of the diffracted peaks on the mean square displacement <u2> is given by the
Debye-Waller factor:

f=e™M (A.3)

where

M = % (4;>2 sin0 (u®) . (A.4)

To gain a qualitative understanding of the dependence of diffraction peak broadening
for a given RMS displacement A (defined previously in Chapter 4), the corresponding
angle for the diffraction peaks are evaluated using Eq. A.1 for various intervals of [d — A,
d + A] where d is the interplane distance evaluated from the diffraction peak for bulk Co
at 20 = 44°. The absolute difference of the angle 6 obtained at these two interval then
gives the width of the diffracted peak. This is shown in Fig. A.5.
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Figure A.5: A Matlab generated plot showing the dependence of width(°) on the RMS dis-

placement A of the lattice points in terms of d for a diffraction peak of Co at 20 = 44°.
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Appendix B

Coherent vs. Incoherent

Transport

B.1 Scattering Matrix of a Double Square Potential Bar-
rier
B.1.1 Individual Scattering Matrix of Each Barrier

S = (Z fl,) (B.1)

The Schrodinger equation for a double square-well potential barrier in 1D (along 2):

The scattering matrix is defined as:

[—jmvz + V(z)] U = EU (B.2)
0, z2<0 e8]
Vi, 0<z<a (IT)
Viz) =¢ 0, a<z<d (IIT) (B.3)
Vo, d <2< (d+a) (IV)
0, z2>(d+a) (V

The first potential barrier consists of 3 regions (I, II, and III) and its own scattering matrix
S
In (I): 2 < 0,V(z) = 0, the solution is:

U, = Aje*® + Bre = (B.4)
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B.1 Scattering Matrix of a Double Square Potential Barrier

(1) (II) (I11) (IV) V)
S,
A1eikz Azeipz A3eikz 82
Be“ | Be™ | Be®| = |—
< < < <
0 a d b z

2mE
k = B.5
> (3.5)
In (I1): 0 < z < a,V(z2) = Vp, the solution is:
U;; = AgeP + Bye P? (B.6)
2m(E — V;
p= —m(h 1 (B.7)
In (IIT): @ < z < b,V (z) = 0, the solution is:
Urrr = Aze™ + Bye ** (B.8)
2mE
k = B.9
> (3.9)
The scattering matrix S; can be constructed by solving a set of boundary conditions:
U (0) = ¥rr(0) (B.10)
d¥;(0) _ d¥;(0)
= B.11
dz dz ( )
Urr(a) = Yrrr(a) (B.12)
d\I/[[(a) d\I/[I[(a)
= B.13
dz dz ( )
The explicit boundary conditions are:
A, + By = Ay + By (B.14)
ik(A1 — By) = ip(A2 — Ba) (B.15)
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B.1 Scattering Matrix of a Double Square Potential Barrier

(A9e™* 4 Boe ) = (Aze™*® 4 Bze %) (B.16)

ip (A2eP* — Boe ) = ik (Aze™® — Bze™ %) (B.17)
From (B.14) and (B.15) we have:

w= (B (1)) w1

LT

By = = (k + 1) B + (1 - k) A1:| (B.19)
2 [\p p

Substituting (B.18) and (B.19) into (B.16) and rearranging give:

(k + 1) Al + (1 - k) 31:| ezpa

L\P p

(k + 1) By + (1 - k) Al] e ra

L\P p

_ Byeiha (B.20)

Ageika —

= N

Substituting (B.20), (B.18) and (B.19) into (B.17) gives:

[ (B2 ) ()
R Y (e R P (RO T

QB 'Lk:a)

(B.21)

Collecting terms with the same coefficients gives:
1/p k ; 1/p
77_1) ul 1A2p“—7<7 1) 1
2 (k (p * ) AV

_ % (1 _ }k;) (1 B %) Bleipa +% (1 + 2’2) (1 + %) Ble—ipa (B.22)

Letting v = %, finally, we arrive at:

k . )
) Alezpa+233671ka
p

(1 _ ,_y2) (eipa _ efipa)Al + 4’767““133

= [a+m?e — (19| B, (B.23)

Or, in a more suggestive form:

B

2i(1 — v?)sin(pa) A
= 1

e = o]

—ika

4ve
@+ i — (1) eire]

+ Bs
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B.1 Scattering Matrix of a Double Square Potential Barrier

The transmission probability Az in terms of A; and Bjs is determined by substituting (B.24)
into (B.20):

4 —ika
Ay = e A,

(L4 )P emive = (1= ) eire]
—2ika

2i(1 — ~?)sin(pa)e
e

Bs (B.25)

The transmitted and reflected amplitudes are related to the incoming wave amplitude via the

( i; ) B (Z 2) ( g;, ) (B.26)

Therefore, the first scattering matrix associated with the first square potential barrier V; is:

scattering matrix si:

§1 = ( ro > _ 1 y
1= L) =
Bom ) (1 e — (1= ) e
2i(1 — ~?)sin(pa) dye~ika
< 4ye~tha 2i(1 — ~2)sin(pa)e2ika (B.27)

The second scattering matrix so associated with the second square potential barrier V5 shifted
a distance d from the first potential barrier V; is obtained from s; by applying a translation

operation on the latter [23]:

. T9 t,2 o 62ikdr1 tll

T ( ty 1) ) - ( ty e 2kdypt (.2
ro 1

S2 = ( tQ T% ) = 2 . 2 %
© (14 2% emine — (1= x)? eiae]
2ie2ihd(1 — \?)sin(ga) 4ye~tka (B.29)
4X6—ik:a 2ie—2iktd(1 _ X2)Sin(qa)€_2ika .
where ¢ — @andx =k

B.1.2 Combined Scattering Matrix for Incoherent Transport

Due to the complexity of treating coherent transport, incoherent transport is presented first.
For incoherent transport, the probabilities instead of the amplitudes of each individual

scattering matrix is combined to form the equivalent one:
_ (R T
S = <T1 R (B.30)
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where R1 =S |T1|2,R,1 = |Tl1|27T1 = |t1|27T1/ = |t/1‘2
Ry, T}
= B- 1
where Ry, |ra|?, Ry = |[rh|2, Ty = |t2]?, Ty = |th]?

The combined scattering matrix S in this case is:

T|R,T T/}
g — R T B Ry + 1_1%2’11312 1—?%’121?,2 (B.32)
B T R - T R, + Ty R)T} .
T— R, Rs 2 T T-R[R,
16201252
Tap(—) = B.33
ar(=) 162a2p82 + 64[(1 — B2)2a?sinkia + (1 — a2)?2B2sinksa) ( )
It can be seen from (B.56) and (B.34) that: Tap(+) = Tap(—).
Consequently, the total transmission in AP case is:
Tap = 2Tap(+) = 2Tap(—)
_ 2 x 16%023° (B.34)
~ 162a2p264[(1 — B2)2a2sin2kja + (1 — a?)2B2sin2kqal '
The transmission T is : T = 5 _TlRIZ‘ZRZ

Substituting relevant expressions for T4, Ts, R}, Re we have:

_ 167>
I = Gryrra—t-20-772e0s @
_ 16x°
2 = Grotra 0T -20 - x*)os@aa)
R o 4(1 —v%)%sin’pa
1 = 050"+ —7) =201 - 7%)%cos(2pa)
R, = 4(1 —x?)%sin%qa

1+x)*+ 1 —x)* —2(1 — x?)?cos(2qa)
The explicit expression for T is better presented separately (numerator and denominator):

T = g—N where:
D

Tn = 16%%y? (B.35)

Tp (1 + 9" + (1 =" =201 — *)?cos(2pa)]
[T+ 0" + (1= )" = 21 = x*)*cos(2qa)]

— 16(1 — v*)*(1 — x*)?sin®(pa)sin®(qb) (B.36)

X
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Tp = (1+'0+x0"+ 0 -0+ 0!
+ 1+ ="+ 0= =-x)*

— 201 — 42)%cos(2pa) ((1

)

)

— X'+ (1= x)Y
— 201 = x*)?cos(2qa) (1 + 1)* + (1 — 9)*)
+ 41 = ?)*(1 = x*)*cos(2pa)cos(2qa)

— 16(1 — 4*)?(1 — x?)%sin®(pa)sin®(qa) (B.37)
Using the following:
cos20 1 —2sin?0[(1 — 7)? — (1 + 7)2}2
= 16v*(1 =)' + (1 + )

= 2(1 — 7*)? + 1672 (B.38)
and manipulating T finally give:
Tp = 16%92x? 4+ 64[(1 — v*)*x?sin’pa + (1 — x*)*+?*sin’qal (B.39)

From(B.35) and (B.39), the transmission coefficient for incoherent transport through double

square potential barriers (V7 # V53) is:

162’)/2)(2
= . - (B.40)
16292x2 + 64[(1 — 72)2x2sin2pa + (1 — x2)2y2sin2qa)
B.1.3 Combined Scattering Matrix for Coherent Transport
For coherent transport, the combined scattering matrix s from s; and sg is [24]:
tiraty tt]
/ r + 1 . 1 ;2
=1 n)- ( PP =7 ) -
1—riry T2 + 1—riry

For our purpose of analyzing the total resistance or total conductance of a multilayer system,
which is related to the total transmission probability [¢|> as G = %|t|2 (considering only one
transport mode), we are only interested in the ¢ element of the combined scattering matrix,
which can be extracted from the matrix above as:

t1to

—_— B.42
1 — rir ( )

T:|t|2:’

Substituting the explicit expression for each elements (t1,t2, 7], 72) into (B.42), and multiplying

the whole expression with its complex conjugate, one obtains the explicit expression for T
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(separated into its numerator T and denominator Tp due to its complexity):

AB

Ty = |tata|* = (167x) (B.43)
Tp = |1 —7\r|° = AB + C + (D + E) (B.44)
= [ 1+ ) 26_”’“ - (1= 7)2 eip“} [(1 + 7)2 e?r — (1 — 7)2 e_ip“}
X [ 1+ % eﬂ'qa - (1 - X)2 eiq“} {(1 + X)2 et — (1 — X)2 eiiqa]
= 1+ +0'+ 0 -+
+ O+ =0+ - - X!
— 2(1 = 7*)%cos(2pa) (1 + x)* + (1 = x)*)
— 2(1 = x*)%cos(2qa) (1 + ' + (1 = 7))
+ 41 — %1 — x*)2cos(2pa)cos(2qa)
= 162932 + 64[(1 — +*)2x%sin®pa + (1 — x?)*~4%sin’qa)
+  16(1 — 4521 — x*)?sin®(pa)sin®(qa) (B.45)
C = 16(1 — v*)*(1 — x?)?sin?(pa)sin’(qa) (B.46)
D+ E = 41 — )% — x*)%sin(pa)sin(qa) x F
= 201 = ¥*)*(1 = x*)?[cosa(p — q) — cosa(q + p)] x F
(B.47)
62ik(a—d) |:(1 + 7)2 e—ipa _ (1 _ 7)2 eipa} |:(1 + X)2 e—iqa o (1 _ X)2 eiqa}
672ik(a7d) |:(1 + 7)2 etPa _ (1 - 7)2 efipa} |:(1 + X)2 elae _ (1 o X)2 efiqa]
(B.48)
F = 201+ 9201 + x)%cos[alp + q) — 2k(a — d)]
+ 21 — 9?1 = x)%cos[alp + q) + 2k(a — d)]
— 2(1 + 9?1 — x)*cos[alp — q) — 2k(a — d)]
— 2(1 = )*(1 + x)*cos[a(p — q) + 2k(a — d)] (B.49)
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B.2 Scattering Matrix of CPP Magnetic Multilayers

To simplify the derivation, let:

0 = kia— d
M o= (191 - x*)?
Nio= (1+9(1+x)?°
Ny = (1-7)?%1-x)?°
Ny = (1+9)%*(1—-x)?°
Ny = (1 —9)2%1 + x)? (B.50)

We then have for the (D + E) term:

(D + E)

2M(Ny + No + N3 + Ny)cos20(cos2aq — cos2ap — 1)
—  2M [Nycos2(a(p + q) — 0) + Nacos2(a(p + q) + 0)
Nszcos2(a(p — q — ) + Nacos2(a(p — q) + 0)]
+ 4AMsin20[(Ny — Na)cosa(p — q)sina(p + q) + (N3 — Ny)cosa(p + q)sina(p — q)]
(B.51)

Putting it all together for the denominator of the transmission probability one has:

Tp =

16%9%x% + 64[(1 — +*)2x%sin’*pa + (1 — x?)*~y%sin’qa)

32(1 — 7*)*(1 — x*)?sin®(pa)sin®(qa)

2M(Ny + No + N3 + Ny)cos260(cos2aq — cos2ap — 1)

2M [Nycos2(a(p + q) — 6) + Nacos2(a(p + q) + 6)

Nszcos2(a(p — q) — 0) + Nycos2(a(p — q) +0)]

AMsin26 [Ny — Na)cosa(p — q)sina(p + q) + (N3 — Ny)cosa(p + q)sina(p — q)]
(B.52)

B.2 Scattering Matrix of CPP Magnetic Multilayers

The interface resistance of two bilayers of (F/N/F/N) of the multilayered structure in CPP

configuration can be modelled as a double square potential barrier whose individual barrier

depends on the alignment of the magnetizations in adjacent F layers. We assume independent

propagation of two spin channels with absolute spin direction (+) and (-) and relative direction
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B.2 Scattering Matrix of CPP Magnetic Multilayers

(1), () - with respect to the magnetization moment in the F layer) in the multilayer, and each
channel has its own S matrix. The potential barriers are assumed to be spin-dependent: In the
interface between (F(1)/N), we have V4, while in the interface between (F({)/N), we have V;
and V3 < V.

(+ Channel)
F(h s N s F(h

(- Channel)
F(1) s' N s' F(1)

Figure B.2: Double potential barrier for P case.

The wavevector associated with each type of potential barrier is:

2mE
b= h
L A mE T
T h
P 2m(E — V)
v h
_k
Y
g = X (B.53)
ky
The transmission coefficient is related to the conductance G by: G = %T ; and using to
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(+ Channel)

F(h s' N s’ F()
(- Channel)

F(h s' N s' F(4)

Figure B.3: Double potential barrier for AP case.

independent spin channels, the total conductance G is :

Gr = G(+)+ G(-)
“ro= ST+ ST (B.54)

Hence: T = T(+) + T(—) is the equivalent transmission coefficient of the 2 channels through

the double square potential barrier.

B.2.1 Incoherent Transport

B.2.1.1 Anti-Parallel

In Anti-parallel configuration we have (F(1)/N/F(})/N), and thus the scattering matrix for

each spin channel is:

Sap(+) = S(1) @ S{)
Sap(=) = S() @ S(1) (B.55)

Using (B.40), the transmission coefficient for each spin channel is:
162C¥252

B.
162a2p82 + 64 (1 — a?)2B2sinka + (1 — B2)2a?sin?k, a) (B.56)

Tap(+) =
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B.2 Scattering Matrix of CPP Magnetic Multilayers

B.2.1.2 Parallel

In Parallel configuration we have (F(1)/N/F(1)/N), and thus the scattering matrix for each

spin channel is:

Sp(+) = S @ 5(1)
Sp(=) = S() @ SH) (B.57)
16204
Te(+) = 162a* + 128(1 — a?)2a?(sinkra) (B-58)
162184
Tr(—=) = B.
(=) 16254 + 128(1 — 82)2B32%(sink,a) (B-59)
Total transmission for P case : Tp = ;ZEIP?; = Tp(+) + Tp(—)
Tn(P) = 2 x (16a8)* + 128 x (16a3)? [(a(l — B)sin(kya))’ + (B(1 — az)(sin(kTa)f)}
(B.60)
Tp(P) = (16aB)* + 128 x (16a3)? [(a(l - 52)sm(k¢a))2 + (B(1 = o®)(sin(kra))?]
+ (12808(1 — o®)(1 — B%)sin(k,a)sin(kra))’ (B.61)
B.2.1.3 Comparison Between Tpr and T4p In Incoherent Transport
We are interested in the ratio:
Tap  An
Letting: A = 64 ((a(l - 62)sin(k‘¢a))2 + (B(1 - a2)sin(k¢a))2)
and A? = (128a8(1 — o?)(1 — ﬂ2)sin(k¢a)sin(k¢a))2
Substituting relevant expressions for Ty p and Tp from above, we have the following:
An = (16ap)* 4+ 2 x (16aB)?A + A? (B.63)
) 2
Ap = [(1608) + A] (B.64)
We then have:
4 2 2
TAP B AN _ (160[5) + 2 X (160[5) A+ A (B65)

Te  Ap [(1604,6’)2 + Ar

- [a6as)* + Ar -woa
- {(16045)2 T Ar - [(16045)2 + A}

Tap
Tp

(A? — A?)

(0]

s =1-—7° (B.66)



B.2 Scattering Matrix of CPP Magnetic Multilayers

The explicit expression for + is:

VA2 AT 64 ((04(1 — 52)sin(kw))2 - (B(1 - a2)sin(kfa))2) .
7T (W6af + B) ((16aB)2 + A) (B.67)

Considering the factor: % where T' T and T' | are the transmission probabilities through
the double square potential barrier with potential V' 1 and V' |, respectively (just like in the P

case above). Here in this case we have:

T 4= Tp(+) (B.68)
Tl="Tp(-) (B.69)
rT-T{ _Tp(+) - Tr(-)
Tt +T)  Tp(+) + Tp(-) (B.70)

B.2.1.4 Parallel

In P case, each spin channel experiences its same potential throughout the multilayer, hence
we have (the numerator of the transmission probability T is denoted T and the denominator
Tpp, as above):

For (4) channel:

M = (1-a°)!
N, = (1+a)t
Ny = (1 -a)
N3 =Ny = (1-a%? (B.71)

Substituting the above into the general expression for T in coherent transport withp = ¢ = k1
and vy = x = «, one has:

Tpyn(+) = 16%a* (B.72)

Tpp(+) = 128a* + 32[20% + (1 — o®)%sinkra)”
+ 41 — A1 + o?) [da(cos 2(aky — ) — cos2(aky + 0)) — cos26)
— 2(1 = a®*[(1 + a)'cos(daks — 20) + (1 — a)*cos(daks + 20)]

(B.73)

Tpp(+) = 128a* + 32[202 + (1 — a2)2sin’ka]” + Fl (B.74)
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(All explicit -dependence has been absorbed into Fy,)

For (-) channel:

16%a*
Tp(+) = " 5 COPRCTRRE (B.75)
12804 + 32202 + (1 — a?)? sin?kqya]” + Fy

M o= (1-p)
N o= (1+8)?*
Ny = (1-p)°
N3 =N, = (1— p?)? (B.76)

Substituting the above into the general expression for T in coherent transport with p = ¢ = k|

and v = x = (3, one has:

Tpn(—) = 165% (B.77)
Tpp(—) = 1288% + 32[282 + (1 — B%)2sin’kya)’
+ 4(1 — BHHL + B%) [4B(cos2(aky — ) — cos2(ak; + 0)) — cos 20)
- 201 — B (1 + B)*cos(dak; — 20) + (1 — B)*cos(dak; + 20)]
(B.78)
Tpp(—) = 1288* + 32[282 + (1 — 8°)%sinkya)’ + F (B.79)
(All explicit §-dependence has been absorbed into Fjg)
162ﬂ4
Tp(—) = B.80
P(5) 12884 + 32[282 + (1 — 2)2sink,a)” + Fs (B.80)
With
= [2&2 + (1 - az)Qsinsza]Q
o= 2804 (1 - [32)28in2k¢a}2 (B.81)
Using the obtained expressions for Tp(+) and Tp(—) above, one has:
T+ -T] _ 64 ((oz(l - ﬂ%sin(kuz))2 - (B = az)sin(kTa))2> (B52)
Tt+T| ((16a,8)2 + 64 ((a(l — p)sin(k,a))? + (B — a2)sin(k¢a))2))
Comparing (B.67), (B.82), and the expression for A above, it is obvious that:
Tt -T]
v = TTIT. (B.83)
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B.2 Scattering Matrix of CPP Magnetic Multilayers

In general, the resistance R is related to the transmission probability T as:
1 h\ 1
T A B.84
R G (6’2> T (B-84)

Tt-T) R|-Rt
TS T1¥TL Rt +RY

Since the double square potential barrier is a model for a (F/N) interface, the interface resistance

Therefore:

(B.85)

Rp and Rap are explicitly related to Tp and Tap:

1 h 1
R _ Y O B.8&6
PIAP = Gpap <€2> Tpjap (B.86)
Therefore:
Rp Gap  Tap 2
Rap Gp Tp 7 ( )
This means the same as:
Rp
R = = B.8&8
= (B.55)
ARF/N

Eq.(B.88) is exactly the stated relation AR}/N = 74z in the 2CSR Model, where ~ in that
model is the interfacial spin asymmetry coefficient, which is defined in the same way as (B.85).

This shows that the 2CSR model is fundamentally an incoherent transport phenomenon.

B.2.2 Coherent Transport

B.2.2.1 Anti-Parallel

For AP case, the expression for transmission probability through the double square barrier is
identical for (4+) and (-) spin channel, and identical to that given above in the general case for

coherent transport with v = a, p = ky, x = B, and ¢ = ky:

Tapn(+) = Tapn(—) = (16ap)? (B.89)

Tapp(+) = Tapp(=) = 16%a2B% + 64[(1 — o?)?B%sin’ka + (1 — B%)%a?sin’k,d]
+ 321 — o®)*(1 — B*)?sin®(kra)sin®(k,a)
+ 2M(N1 + Ny + N3 + Ny)cos20(cos2ak; — cos2aky — 1)
—  2M [Nycos2(a(ks + k) — 0) + Nacos2(a(ky + k) + 0)
+  Nscos2(a(ky — k) — 6) + Nycos2(a(kr — ki) + 6)]
+ 4Msin20 (N1 — No)cosal(ky — kp)sina(ky + ky)

+ (N3 — Ny)cosa(ky + ky)sina(ky — k)] (B.90)
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B.2 Scattering Matrix of CPP Magnetic Multilayers

with M, Ny, Na, N3, Ny, and 6 defined as in the general case (v = «, x = )

0 = k(a—d)

M = (1-a®)*(1-p%?

N = (1+a)?1+p)?

Ny = (1—a)’(1-p)?

Ny = (1+a)*(1-p)?

Ny = (1-a)?(1+p)?
Tapp(+) =Tapp(=) = 16%a°>+A

+ 32(1 — a?)?(1 — B?)%sin?(kra)sin® (ka)

+ Faﬁ

(Fap is the term that absorbs all § dependence in the above expression and A has been defined
in the previous section)

The total transmission probability is:
Tap = 2Tap(+)=2Tap(—-)

2 x (1603)?
1620252 + A + 32((1 — a?)(1 — B?)sin(kra)sin(kja))? + Fua

2 x (16a3)?

Tap = (B.91)
(1608)2 + A + sy + Fag
The equivalent transmission probability for P case in coherent transport is:
Tp = Tp(+) + Tp(-) (B.92)
162 4 162 4
Tp = a b (B.93)
[128a% + 32n?] [1286% + 32k72]
Tp — [(1603)2 + A)? + (A? —vA?) + (16ap)! + 16°(a'Fy + f'Fo)]
2
[(1608)2 + A]® + [A + %} + FoFp + 32[Fp(n? + 4a*) + Fo (k% + 4ﬁ4)]]
(B.94)
B.2.2.2 Comparison Between Tpr and T4p In Coherent Transport
Considering the quantity -y, defined in the same way as in incoherent transport:
T1 =T T — Tp(—

T +TL  Te(+) + Te(-)
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Substituting (B.75) and (B.80) into (B.95):

32(16%)(ak® — B*'n?) + 16*(a*Fs — B*F,)

_ B.96
7 (16aB)* + 32(162)(a*k? + B4n?) + 162(a*Fp + BAF,) ( )
B 2V/AZ — A? [( 16a/3 + A] + 162(a*Fs — B'F,) (B.97)
= [(16aB)? + A)?2 + (A2 — A?) + (16ap)* + 162(a*Fp + BAE,)] '
Again, we are interested in the ratio: }%’; = q;ﬁ‘—PP From (B.91) and (B.94), one has:
Tap _ Iy _ x (16a3)
Tp I'p (1608)? + A + stz + Fap
~1
[(1608)% + A)? + (A% — A?) + (16a8)* + 16*(a*Fp + B'F,)]
X
{[(16a5)2 + AP {A + 550 ﬁ)z} + Fo Fg + 32[Fg(n? + 4a*) + F, (k% + 454)]}

(B.983)

2(1603)? {[(16aﬁ)2 + A]2 + [A + ﬁr + F,Fp + 32[Fs(n* + 4a*) + F,(k* + 4ﬂ4)]}

[(1@5)2 + A+ sl + Faﬁ} {[(16a8)2 + A]2 + (A2 — A2) + (16aB)* + 162(a*Fy + B4F,)}

(B.99)
Using (B.97), (B.99), it can be shown that, for coherent transport:
Rp  Tap
— 1 — B.100
Rar — 1o 7 0 (B.100)
This shows that the relation:
Rp
=R B.101
1— A2 AP ( )

does not hold in coherent transport.
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Throughout my project, everytime a new calculation’s result is obtained, the prob-
lem gets redefined as the result turns out to be different from what we expected.
And through it all, I am deeply grateful to many individuals: to Zhe, my direct
supervisor, for teaching me the calculation methods using LMTOs, the transport
calculations, for guiding me through the interpretation of results, and for going
through my final report carefully; to Paul, for his many new and often intriguing
ideas that usually took me to a different direction of searching for physical answers;
to Geert, for his impressive patience in explaining and making difficult physics more
understandable to me. To Anton, for entertaining my questions about the codes,
the physics of LMTOs and other physics, and to answer all of them extensively. To
Taher, for spending time meticulously discussing and checking through my maths
in the coherent/incoherent transport chapter. To Rien, for taking interest in my
problems and offering a way of explaining them convincingly. To Yi, for answering
any inpromptu physics questions I might have in the office. To Diana, for all the
pleasant and difficult time that we shared. To many others in the group that I
have come to know and appreciate. To H. Wormeester from the PIN group, for
explaining to me twice on experimental characterizations and the basics of x-ray
diffraction scans. To G. Koster from the IMS group, for receiving me unexpectedly
and explaining patiently to me different experimental characterizations done in his
group on his multilayer samples. To S. F. Lee (previously from the MSU group) for
providing me with his PhD thesis for my reference. And most of all, to my loyal
companion, C.C., for his love and support, without which, none of this would have
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