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Abstract

Cosmic neutrino background (CvB) has long stimulated astronomers” in-
terest since it contains the information of the universe 1 second after the
Big Bang. Recently, the Ptolemy project was proposed to detect the CvB
directly. It uses graphene to localize the tritium atoms to provide a very
high energy resolution. Still, it pays a price of spectrum broadening due
to the interaction between graphene and tritium atoms. In this paper, we
presented how the X-ray edge influences the Ptolemy project. We found
out that the smeared beta decay spectrum is the convolution between the
spectral density function of graphene and the original beta decay spec-
trum. Using the linked cluster expansion, we obtain the spectral density
function of graphene, precisely the gamma distribution function, and con-
trolled by two parameters, the coupling constant and the cutoff energy.
Moreover, we also investigated factors that influence the coupling con-
stant and the cutoff energy. We found out that dynamic screening effects
change the coupling constant significantly for the freestanding graphene.
Still, we can rule the disorder effects out if the tritium concentration is be-
low 5 x 101 /ecm?. In the end, we developed the determinant method to
obtain a more rigorous dependence of the coupling constant on the ex-
ternal dielectric constant for the graphene deposited on a low-dielectric-
constant substrate. We suggest that the visibility of the Ptolemy project
can be increased by finding the substrate with a higher dielectric constant
or increasing the height of the helium ion. Moreover, from the X-ray edge,
metallic foil is not a good choice compared to graphene.
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Chapter 1

X ray singularity problem

1.1 Introduction

The well-known cosmic microwave background (CMB) is discovered by
Penzias and Wilson [1], and it supported the Big Bang model. From the
data of WMAP (Wilkinson Microwave Anisotropy Probe), 2001 [2] and
Planck in 2013 [3], it is found that the age of the universe is about 13 bil-
lion years. However, it is tough to probe the universe closer than 300 000
years to the Big Bang from CMB since photons start decoupling at a tem-
perature of about 3000 K. Therefore, Astronomers tend to seek another
messenger that has a weaker interaction with matter than photons do.
Neutrinos have such a weak interaction with matter that they decouple
from the matter 1 second after the Big Bang, making neutrino a perfect
candidate to help people understand what happens in the very early uni-
verse. However, every coin has two sides; it is hard to detect the Cos-
mic Neutrino Background (CvB) directly because of its weak interaction
with matters and its low energy. Nevertheless, many proposals have been
formed based on the tritium beta decay [4, 5].
Beta-decay is a type of radioactive decay in which an atomic nucleus emits
a beta particle [6]. In this process, either a neutrino is absorbed, or an anti-
neutrino is released.

ve+°H — *He+e, (1.1)

or
SH = 3He+e +7, (1.2)

As depicted in Fig. 1.1, the spectrum consists of the beta decay background
part and the CNB part. The smoking gun signature of a relic neutrino cap-
ture is a peak in the spectrum, shifted about 2m, above the beta decay end-

1
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Figure 1.1: Beta decay spectrum and the sketch of the beta decay process

point. The two narrow peaks in the spectrum come from the contributions
of different mass eigenstates. The energy gap is only about 100 meV, so
the CNB signal can only be directly probed if the energy resolution of the
experiments has the same order of magnitude of the neutrino mass. How-
ever, even for nowadays most advanced CNB detector Katrin, it can only
achieve an energy resolution up to 0.93 eV [5]. Several effects can cause the
spectrum broadening, which decreases the energy resolution significantly.
For gaseous tritium, the most important one is the energy uncertainty due
to the zero-point motion of molecules, which causes a broadening of the
spectrum, leading to an insufficient energy resolution [5, 7].

Besides the requirement of high energy resolution, sufficient number den-
sity is another requirement to detect the CNB signal directly. The capture
of the relic neutrino is so rare that if one wants to see about four events
per year, then one needs to ensure that the effective mass of tritium atoms
is at least 100g [8, 9]. However, the inelastic scattering between the elec-
tron and tritium set a constraint on the effective mass of tritium since only
the electrons escape the source within the mean free path contribute to
the signal; otherwise, they only yield the background [10, 11]. In the fol-
lowing discussion, we will show that due to this constriction, to contain a
sufficient amount of tritium, one needs to build a huge setup, which is not
feasible in engineering.

For a cylindrical container like the one in the Katrin project, the effective

2
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1.1 Introduction 3

mass of tritium molecules depends on the product of number density of
tritium p and the mean free path of electrons /,

Merr = mplS, (1.3)

where m is the mass of a single tritium atom, and S is the cross-sectional
area of the tritium container. Hence, improving the tritium source strength
can increase the tritium’s effective mass. Nevertheless, increasing the num-
ber density of tritium decreases the mean free path of electrons as well.

I = (poe1) ", (1.4)

o.—7 is the scattering cross-section for the inelastic scattering between elec-
trons and tritium molecules, and ¢,_7 ~ 10~ 8cm? [5]. Combining those
two equations, we can find that the effective mass of tritium molecules is
a constant if the cross-section area of the container is fixed.

Mepf = mST, (1.5)

Also, we can find the length scale to contain tritium with an effective mass

of 100 grams,
1=5Y2=/Nysoo_rt, (1.6)

where N,fr is the number of molecules in 100 grams of tritium molecule.

Therefore, the minimum area of the container should be 1000m2, which
seems to be infeasible technically. For the actual setup of Katrin, the cross-
section area of the container is about 50cm?, so the effective mass of tritium
molecules is only about 50ug [5] even if one can provide a tremendous
amount of tritium molecules.

Generally, for a spherical container, the minimum volume to contain tri-
tium molecules is also too large to achieve in engineering. In the following
discussion, we show that the length scale of a spherical container is the
same as the cylindrical one. If the size of the container L is larger than the
mean free path of tritium, then the effective mass of tritium should be

Meff = mpl3. (1.7)

Inserting eq. (1.4) into the above expression, it gives the same result as in
the eq. (1.6) Now, we can do an estimation about the minimum volume
to contain 100g tritium. If we want to ensure that the effective mass of
tritium is 100g, the container’s volume should satisfy that

V =N/p= NOe—ty/NffOer > (Nefoe—T)3/2, (1.8)

3
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4 X ray singularity problem

N is the total number of tritium molecules in the containers. If the con-
tainer’s size is smaller than the mean free path, we can get the following
inequality.

Nesr=pV < pl3 = lzae__lT (1.9)

Therefore, the volume of the tritium source must meet the following con-
dition.
V = Nesp/p = Negploe—1 = (Negpoe—1)>"? (1.10)

In conclusion, the minimum volume to contain 100 grams of tritium molecules
should be (Nefoe—T)3/ 2 ~ 10°m%, which is a substantial technical chal-
lenge to achieve. One may argue that we can condense the tritium gas
into a liquid state or even a solid-state to increase the number density and
decrease the size of the setup. However, it encounters the problem that the
molecule vibration in a solid-state or liquid state is even more robust, lead-
ing to an even lower energy resolution, so one cannot condense the tritium
gas. To get rid of the molecular vibration and to increase the number of
tritium per volume, as well as to provide a very high energy resolution, a
setup is proposed by Ptolemy Collaboration [12, 13].

In the Ptolemy proposal, tritium atoms are localized by graphene sheet,
which can be done by chemisorption or physisorption. The binding en-
ergy in both cases is smaller than the molecular binding energy, so the
energy uncertainty due to the zero-point motion of the molecules can be
reduced. To suppress the background, it uses radio-pure materials. More-
over, the ejected electrons are accelerated by the gate voltage, and they
follow a vacuum trajectory until they exit the layer or bounce into another
Field Effective Transistors(FET). Hence, they follow a FET-FET trajectory
as depicted in Fig. 1.2. The hopping between different FETs is elastic,
so electrons do not lose any energy during this process. Therefore, the
Ptolemy project provides a very high energy resolution. Because so many
graphene sheets can be stacked together, it provides a large enough den-
sity of tritium atoms. We can have a quantitative estimation of the size
of the Ptolemy setup. For a fully tritiated graphene, the tritium atom
density is about 3 x 101 /cm? [9, 14], so the total effective area for 100
grams of tritium atoms is about 10'%cm?. The vertical separation of differ-
ent graphene sheets is ~ mm in z direction [15], so the entire setup can fit
inside a ~ 10%m?> space, which is two orders of magnitude smaller than the
minimum volume in three dimensions. Furthermore, one can even find a
non-planar topology to decrease the total volume of the setup by a factor
of 100 [9]. However, there are still some emergent phenomena that are sig-
nificant to the experiments. One of the phenomena that [ am interested in

4
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Figure 1.2: Stacked planar arrays of graphene FET. [12]. Graphene Field Effect
Transistors (G-FETs) are stacked together to construct an array. When an electron
is emitted from a G-FET, it is deflected by the electrical field, and the electron
follows the FET-FET trajectory.

is the X-ray singularity effect [16], which is an instantaneous effect.

1.2 Defining the problem

In this section, we will define the problem and go into its details. This sec-
tion is structured as follows, firstly, the physical description of the prob-
lem; second, the assumptions; then, it follows the calculation details. As-
sume that a tritium atom is placed right above a graphene sheet, and the
graphene confines it by Van der Waals force or chemical binding. After
capturing an incoming neutrino, the tritium atom converts into a helium
ion, releasing an outgoing electron at the same time due to the induced
B decay as depicted in Fig(1.3). The helium ion is positively charged, so
it will become a scattering center in the graphene system and thus affects
the graphene’s electronic structure. Therefore, the system will respond to

5
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6 X ray singularity problem

Figure 1.3: Sketch of the beta emitter and graphene sheet. *He™ is the production
of tritium beta decay, and it introduces a sudden localized perturbation in the
electron system of graphene. This sudden localized perturbation causes an X-ray
edge, which changes the beta decay spectrum.

the sudden perturbation of the helium ion, which is the same as the X-ray
singularity problem. In the X-ray singularity problem, the x-ray absorp-
tion creates a core level hole, and it becomes a scattering center, leading to
Anderson Orthogonality Catastrophe (AOC) [17]. The AOC effect causes
a singularity behavior in the absorption and emission spectrum. In our
case, helium ion is like the core hole in the X-ray singularity problem. Due
to Heisenberg’s uncertainty principle, an energy transfer between the beta
emitters and the graphene system can occur in a very short time. With-
out the interaction between the helium ion and graphene electrons, the
response to this energy uncertainty is a delta function. However, the sud-
den perturbation of the helium ion changes this energy response from the
delta function to a power-law decay function with an X-ray edge. There-
fore, the emission spectrum of the B decay will be changed by this X-ray
edge.

To simplify this problem, we can make the following assumption:

(1) The recoil effect between the outgoing electron and the helium ion on
the X-ray singularity can be neglected. The recoil of the helium ion is about
3.38 eV, which has the same magnitude of order as the Fermi energy. The

6
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1.2 Defining the problem 7

mass of the helium ion is about 6000 times bigger than the mass of an elec-
tron, so we are safe to say the helium ion is localized. Also, whether for
physisorption or chemisorption, the helium ion is confined in a potential
well near the surface. Therefore, we can regard the helium ion as local-
ized.

(2) We neglect the electron interaction in the graphene sheet, but we in-
clude the electron interaction effect in the self-consistent Hamiltonian of
graphene instead.

(3) We assume there are no internal structures that are significant for our
problem in the helium ion. The helium ion can occupy different excited
states other than the ground state, but the lifetime of the excited state is
estimated as i/ AE ~ 1.6 x 10~'7s, whereAE is the energy level, 40.813¢V
[18]. The mean free time of pure graphene is about one ps, and it is about
10 fs in metals. The lifetime is much less than the mean free time of elec-
trons in the materials so that we can regard the helium ion as structureless.
(4) We assume the electrons in the graphene are isotropic before and after
the transition.

(5) We assume the position of the helium ion relative to the graphene sheet
is insignificant.

(6) We assume the helium ion is screened instantaneously.

(7) We assume the lifetime of helium ions is infinitely long. As long as the
lifetime of helium ion is longer than the resolution time, our assumption
is valid.

(8) We assume the kinetic energy of the outgoing electron takes the non-
relativistic form. The assumption is valid since the kinetic energy of the
incoming neutrino is about 18.6 KeV, which is one order of magnitude
smaller than the rest mass of energy of an electron.

(9) In the physisorption case, the tritium only has Van der Waals interac-
tion with the graphene sheet before the transition, and it is insignificant to
our problem. The Van der Waals energy is about 100 meV [19, 20], but the
electrostatic energy between helium ion is about 1 eV. Therefore, we can
ignore the interaction between the tritium atom and the graphene sheet.
Thus, the argument validates the assumption.

From the assumptions, it follows that the Hamiltonian takes the form as:

H = H0+H1+Hh_g (1.11)

which comprises the kinetic part, interaction part and the coupling be-
tween the helium ion and graphene. The kinetic part is trivial, and it is the

7
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8 X ray singularity problem

summation of the kinetic energy of each particle.

hk2
Hy =m,c? /v+vd3x + my,c? / hWthd3x + mc? / tHdx + Y efex (g + mec2>
k e

+ ¥ [ el ) (—inop ¥ - 3)u(x)
] (1.12)

my is the mass of a neutrino, my, is the mass of helium ion, and m; is the
mass of the tritium atom. The ionization energy of the helium atom is in-
significant compared to the emission energy of beta decay so that we can
ignore the energy difference between the helium ion and helium atom. v*
is the creation operator for the neutrino, /' is the creation operator for he-
lium ion, ' is the creation operator for the tritium ion, el‘: is the creation for
the outgoing electron, vr is the Fermi velocity, and s denotes the sublattice
pseudospin sets, P (r) and 15(r) are the filed operators for the electrons
in the graphene.

Hy = / Gruthtetd®x (1.13)

where Gr is the Fermi coupling constant [6, 21].

Because the potential well near the graphene surface extremely localizes
the helium ion, only the ground state is significant for our purpose. Thus,
the density operator of helium ion can be written as h' (x)h(x) = hihoé(x).
We can construct the coupling Hamiltonian between the Helium ion and
the electrons in the graphene as follow:

Hig == [ [0V (x =y (h(y)dxd’y

= — /p X /V (x — y)d(y) Wi hodPyd?x (1.14)
- / 0(x)V (x)hthod?x
)

Vix) = 47teegy/ d? + x2 (115
where € is the dielectric constant of the graphene, and €y is the permittiv-
ity of vacuum. Under random phase approximation, we can obtain the
effective dielectric constant of graphene.

14+x 2me?
_ + 85801

2 q 1l6hvr (1.16)
14« N 1e?
2 2hor
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1.2 Defining the problem 9

where « is the external dielectric constant of the substrate, the degeneracy
factor ¢s = 2,9y = 2, and vp ~ 10°m/s. If the graphene is suspended in
vacuum, then € ~ 4.4. The height d denotes the distance between the he-
lium ion and the graphene, and p(x) =: ¥ (x)y(x) : denotes the number
density of electrons in the graphene. Using Fermi’s golden rule, we can
immediately get the transition probability.

27T 2
W = =5 (0], (01, (K|, (U (Al [ Grudi®e'dx 1), 1), [0), 10}, |FS)
f

X (S(Ef — Ei)
(1.17)

where |A) is the final state of the graphene with the energy E, and |FS)
is the Fermi sea of the graphene with energy Eo. The total energy of final

state in the process is m,c —|— + E) + myc?, and the energy of initial state

is myc? + mic? + Ey. The fmal state is the tensor product of the neutrino
state, the outgoing electron state, and the graphene electron state. We can
sum over the normal beta decay part and graphene part independently.
We use index f’ to denote the final state of beta decay and use index A to
denote the final state of electrons in graphene. Moreover, we can express
the total transition probability as a convolution of the transition probabil-
ity function of beta decay and graphene spectral density function. Hence,
the expression of the total transition probability can be simplified to

W= ZED T Wipl (AIFS) [ [ 8(E+ Ex — Eo)s(Ec— Q — E)E
froA

= ST Vi PLAIES) Pa(E+ B2~ E)3(B— 0~ E)E. (1.15)
froA

= (I'+ A)(Ey).

Q = mc? 4+ myc? — mec® — my,c? , and it is the emission energy of tritium

beta decay, specifically, Q=18. 6KeV. I'(E) is the conventional beta decay
transition rate, and A(E) is the graphene spectral density function. Fol-
lowing the convention, we can regard ZE as smeared beta decay rate at
given electron kinetic energy.

dr AW gl dr

ar. =g = Er. — E)A(E)dE = (— x A)(E 1.19
dEkSmeared dEy dEk( k ) ( ) (dEk )( k) ( )
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10 X ray singularity problem

The discussion above also valid for the process of background neutron
decay. We have found out that the smeared beta decay spectrum is nothing
but the convolution between the spectral density function of graphene and
the original beta decay spectrum. This result is vital to us since it tells us
the influence of the X-ray edge in the Ptolemy project. Later, we will show
that the spectral density function does have an X-ray edge.

1.3 Linked Cluster Expansion

The spectral density function A(E) is a quantity of physical interest, so we
will investigate its property further in this section. The expression for it is

A(E) = Y |(A|FS)|*6(E + Ej — Eq)
A
1 i 1
= L% [ar(Fs|e e ) FS) e EEI (1)
A
— _271rh /dt < FSle~Hat/M|pg » piFot/hp—iEt/h

where H) is the Hamiltonian of the graphene after the beta decay. We can
express it in momentum space,

1
Hy Y Y shopkCllCrrs — 72 2.0V (kK F (K, K')ClCpshiho  (1.21)
s k

ss’ kk’
with .
FSS’ k, k/ = = SS/ =+ ex z@k — i9k/ (122)
5 p
and ) | / |
n_ 2me”exp (—|k" — k|d)
V(k k') = €|k — k’] (1.23)

where s is the index for the band index. To simplify this problem, we can
omit the exponential factor in the potential, and then it becomes

2712

VK = e

(1.24)

Although this crude simplification is only valid near the edge of the spec-
tral density function, it gives us a physics insight in the first step. Later, we
will recover the effect of the distance d in the next chapter. For the detailed

10
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1.3 Linked Cluster Expansion 11

calculation about the Hamiltonian and the discussion on this simplifica-
tion, please see Appendix Al.
To calculate the spectral density function A(E), we can define a density
function.

o(t) = <F5|e—iHAf/h|Fs> eEot/h (1.25)

A(E) is just the Fourier transform of it.

We can recognize —i®(t)p(t) as the core hole Green function in the con-
ventional X-ray singularity problem [16, 22-25]. The density function p(t)
can be expressed in another way.

P(t) — <Fs|e—iH/\t/hein5t/h|Fs>

— <Texp [—i/OtV(tl)dtlb

Hpgs is the unperturbed Hamiltonian of the graphene sheet, T is the time
ordering operator, and V(t) is the interaction term. Using linked cluster
expansion method [25-27], we can evaluate the expression above.

<Texp {—i/OtV(tl)dtl]> — exp [;Fl(t)] (1.27)

(1.26)

where

—\b ot
R =S5 [ [an v V) g 029

The first term is just the self-energy term E;, so it can be absorbed into
the threshold energy. Assuming the interaction is weak, we can restrict
ourselves to the second term [25].

R() = [ R0 -e ) (129)
where 1
Re(u) = — Y [V(9)*Alg,u) (1.30)
q
and
Alg,u) = ImPY (q,u). (1.31)

where PV (g, u) is the polarizability function. We will prove it in the fol-
lowing steps. According to Wick’s theorem, we can pair the operators in

11
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12 X ray singularity problem

the expression of F,(t) to evaluate it.

/

B(f) = 2v2/ dtl/ dty Y |V (ki ko) PGlka, ty — 12)Glky, b2 — 1)
k1,ko
it —t) AUl
ZV/ dt1/ dtzzw |2/_ ixe(q,u)e tz)ﬂ
. 1_e—iut
o LIV i, ) = 1 (g, )]
2 e—zut
/ Z|V |“Tmp. (g, u ) ——du
(1.32)
and
—ig’ « iu
xelaw) = F L [ IFotpp+ PG +.06(, —0edt
—ig/ (™ dE
- LZg 27.[ |FSS (p/p+q)| Gs’s’(p+q/E+u) SS(p/E)/
ps,s'

(1.33)

where Ggs(P, E) is the Green function for graphene, and ¢’ = ¢s¢,. In the
third step of eq. (1.32), we have used the property of x.(q, —u) = xi(q, u).
In the clean limit, x.(q,u) = p) (q,u) [25, 28]. we just quote the result
in the references [29-31] and its calculation details can be found in the
Appendix A2. From eq. (5.13), one can obtain that

2
A(g,u) = q—@(u — vpq) (1.34)
44/ u? — v2q?

Substituting it into eq. (1.30), then we have
4

u/v d
Re(u) = 64/ ' 194 = ezuz =gqu (1.35)
0 2e2/u? — vig? 2e“vg

Using the effective dielectric constant we get in the previous step, we can
find g =~ 0.125. Substituting it into the expression of F,, thus one can get

‘:0 — —mt %o du
- —g/ ~ g ~ —gln(1+it&)  (1.36)
1/it u

12
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1.4 Result 13

The expression in valid only for large t, i. e {ot >> 1. The expression for
the density function is obtained from eq. (1.36),

p(t) = exp(—iE;jt — gIn(1 +itdp)). (1.37)

1.4 Result

In this section, we found out that the spectral density function of graphene,
which is the gamma distribution function. The Fourier transform of eq.
(1.37) gives the spectral density function of graphene at the given energy.

) = [Ty

[e*] dt e—itﬂgo

T ) 2m (1 FitZ)8 (1.38)
_ sin(rtg) exp(Q))
=0(-0) - r(1 —8)€O(T)(1_g)
with
Q= (E+E;)/% (1.39)

The spectral density function strictly obeys the gamma distribution, and
the result coincides with that for a metal with a local constant interaction
[25-27]. The gamma distribution function has two parameters: one is the
shape parameter, which is the coupling constant in our problem, and an-
other one is the scale parameter, which is the cut-off energy in our case, but
now it remains unknown. We plot it by using Mathematica. As we can see
in Fig. 1.4, the function is divergent when () goes to zero. It means there is
no energy transfer between the outgoing electron and the graphene sheet,
so the state of graphene is unperturbed. Hence, the overlap between the
two identical Slater determinants gives a delta function, leading to the di-
vergent behavior in the vicinity of () = 0.

13
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14 X ray singularity problem

Spectral density function AQ)
05
04f
03f
02f

01}

R R (S - - Q (in the unit of &g)

Figure 1.4: The spectral density function of graphene at a given energy. A(Q)
describes the possibility of graphene absorbing the outgoing electron’s energy.
The energy is measured in the unit of cut-off energy Co.
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Chapter 2

Further Study

2.1 Influence of Height

In the previous discussion, we have got the spectral density function and
find its shape parameter, i.e., the coupling constant, but the cutoff energy is
still unknown. This section shows that natural cutoff energy can be found
if we consider the effect of the height of helium ions from the graphene
sheet. In this case, the expression of Re(u) should be

u/of e—20d4 Tou 2du 2du
Re() = ¢ [ T =gt T8, (T - (2] @)
0 2e2, /u2 — 22 F F

where L, (23—:) and I (%ji—F”) are modified Struve function and modified Bessel

function, respectively.
Substituting Re(u) into the term F,(t), one can find that

G (1—e ™)du g S0 2du 2du (1 — e ™)du
E(t) = — - = Li(—)—1I
() =—g [ 5 S ACICORICS IR
(2.2)
The first integration is the original term, labeled as Fy(t) and the second

integration is the correction term, labeled as F;(t). Directly evaluating the

15
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16 Further Study

correction term is difficult, but we can express it as a double integral.

20 0r 1 .
Ej(t) = g/ ’ F/ e N1 — x2(1 — e 20 28) dx

2dx&y/v 1
—g/ V1—x2 (—OF> dx+g/ V1—x2
0

y -1 +exp(—z?f§0 —dego/vp) dx
X+ ivpt/2d

= P(éO) + N(go, t)

(2.3)

where z=2du /vr. From the calculation above, we can find that the correc-
tion term can be split into two terms. The first part is a constant indepen-
dent of time t, and the second part is a time-dependent function. Hence,
only the function N({y,t) is significant to our calculation. Obviously, if
t=0, it cancels with the first term P(¢p). However, when t approaches in-
finity, the correction term F;(t) should equal to P({p).

We need to make some approximations to evaluate the function N (o, t).
At a large time limit, roughly, we can use 1 to replace the ugly square root
V1 — x2 since most contributions to the integration in P(¢y) and N(¢o, t)
come from the vicinity of x=0. Then, we can write the correction term Fj(¢)
in a simple way.

1 e—2dx8o/vF —1+exp —zt(;’() — deéo/vp)
_g/o )dx+g/ x +ivpt/2d )dx
1 ZdX(:fo/UF 1+1’(’J t/2d _ _
_ g/ ) e F (1 exp( Zdy(:()/vp)> dy
zvpt/Zd y
1 72dx§0/‘()p ivpt/2d —
:g/ )dx+g/ F (1 exp( yZdy(fo/vp)> dy
1+ivpt/2d /1 — —2d
_g/ ( exp p y€O/UF)) dy

(2.4)

The factor 1 — exp(— Zdyéo/ vr) behaves as 2dyCy/vr in the limit where
u — 0. We can use 5 dg’j to replace the lower limit of the integration, since

> dg < 1. At very large time t, we can omit the factor exp(—2dyGo/vr).
Hence, the correction term F;(t) can be approximately expressed as a very
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2.2 Results for metal 17

neat form.
1 dx ipt/2d g 1+ivpt/2d g
E(t) =g —+g/ —y—g/ Y
UF/(ZdCO) vp/(2d%) Y vp/(2d¢) Y (2.5)
~ ¢In(1+ go) + gIn(igot + 1) — gIn(iot + —= CO +1)

Substituting this result into equation (2.2), and using equat10n (1.27) and
equation (1.38), one can obtain the expression of spectral density function
of graphene.

© dt .
AQ) = [ e P exp(R(1) + Fi(1)

= (=0 reaitrss ) (1 2480 /08 (14 i20t)8
00 27T (1+itGo)8 (1+2d¢o/vp +iGot)$
© dz 1+ 2d&/vp exp (—iQ)z) (2.6)
~ |2 &o (1+1iz)8
_o(—a ST g oy exp(Q)
=0(-0)——T(1 8)6,(_0,)(1_3,)

oo ew()
~ gy

where ¢’ = HZEW and Y = (E+4+E;)/¢.
The cut-off energy ¢y is entirely arbitrary, but we can get a natural cut-off
energy ¢ when we extend ¢y to infinity.

Go oF

6= é})li)noo 1+2d¢y/vr - 2d

We get nearly the same result as the previous one, eq. (1.38), only with dif-

ferent cutoff energy ¢. This result can be explained quite straightforward.

From eq. (2.1), one can see that the Yukawa type potential recovers to a

normal Coulomb potential if § << 1/(2d), so the natural cutoff energy is

& = h35. Now, we have found the scale parameter of the gamma distribu-

tion. From the eq. (2.7), one can see that the cutoff energy depends on the

height d, so one can manipulate the cutoff energy by adjusting the height
of the helium ion.

(2.7)

2.2 Results for metal

As suggested in reference [32], the zero-point motion of the tritium atom
due to the chemical bonding causes the Ptolemy project to have very in-

17
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18 Further Study

significant visibility. One way to fix this problem is to find a target mate-
rial with substantially weaker lateral potential than graphene, so simple
metal such as gold foil may be a good candidate. If we consider gold foil
rather than graphene, the calculation is very similar. Assuming the area
of the gold foil is very large, say 1m?, and the thickness of it is about 1
micrometer, we can regard the gold foil as a bulk material. Equation (1.19)
still holds, but with a different spectral function. To calculate the spectral
function of gold foil, we need to construct the effective Hamiltonian first.

R 4 1 v V() -+
HG = Z %Ckgcka' — V g Tq)CkJrq’UCkl o (28)

where V(g) is the unscreened Coulomb potential, and it has the following
form in three dimension.

4e?

V(q) = qz (2.9)
€(q) is the static dielectric function. Under RPA [25, 33], it takes the form
as

2
97r 1 ’ 1+x
=1+ = |1+ —(1—- 1 . 2.1
@) =1+ 98 |1+ 50— n (5 @10

grr is the Thomas-Fermi wave vector, and x = %. The equations (1.29)
and (1.33) still hold but with a different polarization operator [25, 33].

2
/ _ m _
NGg) = (3) Ok~ @11)
Substituting it into equation (1.30), one can obtain
Ro(u) = 4§ # <%0 2.12)
0 u>2Zqo

m? [ d%q V2(q)

§=52 2n) ez(q)q®(2kp q) (2.13)
The upper limit of u is the cutoff energy xp, which is determined by the
range that the polarization operator is linear in u. The range is approx-
imately (o ~ Er. We can evaluate the coupling constant g numerically.
Given at room temperature, the Fermi energy of gold is 5.51 eV, the Fermi
wave vector of gold is 1.20 x 10'%m~!, and the Thomas-Fermi wave vector
of gold is 1.70 x 10'%,~1 [34]. It thus follows that the coupling constant
g ~ 0.20. The spectral density function is still the same as eq. (1.38), but
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2.3 Influence of disorder 19

with different cutoff energy and a different coupling constant.
If the thickness of the gold foil is thin enough, we can consider it as a two-
dimensional material. In this case, the polarization operator is [33, 35, 36]

m2u

rtkpqy /1 — (%)2

The Coulomb potential in the two dimension takes the form as

A(gq,u) = O(2kp — q). (2.14)

Viq) = 272—62 (2.15)

and the dielectric function €(q) is obtained under RPA [33, 35, 36].

2
elq) =1+

(2.16)

Therefore, repeating the same procedure in the three-dimensional case,
one can obtain that

_J8u u<go
Re(u) = {0 o 2.17)
om? d’q 4rr2et
§= / G Ok —q)  (218)

q(q +2me?)?y /(1 - (%)2

The upper limit {y is approximately equal to the Fermi energy Er. The
coupling constant is about 0.27.

In conclusion, whether in two dimensions or three dimensions, the spec-
tral function of the simple metal is the same as the graphene’s, but with a
different coupling constant and different cutoff energy. For metal, the cut-
off energy is entirely arbitrary and is not controllable compared to graphene.
Additionally, the coupling constant is also fixed in metals, so we cannot
tune it to increase visibility. In contrast, we can adjust the substrate’s di-
electric constant to make the coupling constant less than 0.1.

2.3 Influence of disorder

Until now, we only consider the intrinsic graphene, which is undoped and
ungated. However, tritium atoms in graphene play the role of disorders,
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20 Further Study

which changes the mean free path and the density-density response func-
tion of electrons, so we need to take their effects seriously. If the resolu-
tion time is greater than the mean free time, i. e., T,s >> T, one needs
to consider the diffusive effects, which change the polarizability function
and thus the coupling constant. From eq. (1.20) and eq. (1.26), we learn
that the only effect of the impurities on the spectral density function or
density-density function is to drive the system into a different initial state
rather than the Fermi sea. In the presence of many random impurities, we
do not care about the effect of a specific impurity, so we only consider the
impurity-average effect. The impurity-average density-density response
function is [28, 33, 37]

im ,(U + %
X0 (g,w) = xo(7 . (q) = (2.19)
_ -1 olg,w T _
1+ (1 —iwT) |:—X0(5I/0) 1}

where T is interpreted as momentum relaxation time or the quasiparti-
cle lifetime. Apart from the electron-electron interactions, there are two
scattering mechanisms in the normal metal. One is electron-phonon inter-
action, and the other is impurities or defects scattering. For simple metals
with high electron density, the lifetime of quasiparticles near the Fermi
level is infinitely large [38], so we do not need to consider the electron-
electron interaction for a normal metal. The lifetime 1 due to the electron-
phonon scattering can be obtained by measuring the conductivity of pure
metal, and it is temperature-dependent. As for the impurity scattering, the
expression of the lifetime T;,, near the Fermi level take the form as [28, 33]

— = 27T, |U(0)|*N(0) (2.20)
Timp

Mimp ~ 10%°m 3 represents the density of the impurities, N(0) is the density
of state at Fermi level, and U(0) is the external potential of the electrons at
Fermi level. From eq. (2.20), one can obtain that the so-called momentum
relaxation time or mean free time T, is about 10~ 12s.

We can estimate the total momentum relaxation time using Matthiessen’s

rule. . , ,
i + = (2.21)
T Timp [0

Under Room temperature, the mean free time 1y for pure gold is about
27.3 fs [34]. Hence, the magnitude order of the total mean free time is
about 10714 s at room temperature. The resolution energy fiw;.s is about
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2.3 Influence of disorder 21

10 meV, and the resolution time satisfies Tyes = 1/wWyes ~ 10713 5, so the en-
ergy window of 10 meV near the edge is most interesting for our problem.
If wyes > 1/7, we can neglect the effect of impurities, and the density-
density response function recovers to the Lindhard function. If w;.st < 1,
we need to consider both diffusive and ballistic regimes, and the diffusive
response function is
im _ N(0)Dg?
X" (g, w) = Dg? + iw (2.22)

Then, F,(t) is given by [39]

[u(o)|?
290

2
F(t) = In(1 4 it/t) +2U(0) [1 — (ﬁ) ] In(1 + i¢t)

o (2.23)
U(0) = U(0)N(0), and go = 2N(0)D,vrT.

For metals, we estimate krvrt ~ 10> > 1 and g0 ~ 10° > 1 when
T ~ 1071 5, so the first term in eq. (2.23) is negligible compared to the
second term. The result of eq. (2.23) recovers to the previous result in the
clean limit.

Moreover, we can reduce the diffusive effect by decreasing the tempera-
ture. The excited modes of phonons are frozen under very low tempera-
ture, and the electron-phonon interaction thus is negligible. In that case,
only impurity scattering contributes to scattering, and the mean free time
satisfies T ~ 10712 5 > 1/w, so that we can neglect the impurity effect.
For pure graphene, the momentum relaxation time is about one ps [40, 41],
and it is one order greater than the resolution time so that we can treat the
electrons of graphene ballistically in the resolution time. However, the ph-
ysisorption or chemisorption of tritium atoms on the graphene changes
the mean free time of electrons. Electrons in graphene are not so dense
as them in metals, so that impurities may have significant effects on the
transport properties of graphene. For physisorption, the binding energy
of the tritium atom is about 0.2 eV, so the potential difference between the
tritium atom and carbon sheet is about 0.2 eV [19, 20, 42]. Since the order
of electron energy is about 1 eV, most electrons change their momentum
slightly. Therefore, we do not need to consider the impurity effects in the
physisorption case.

However, it is very tricky in the chemisorption case since the binding en-
ergy has the same order of magnitude of the electrons’ energy [42, 43]. For
pure graphene, the hybridization of its electronic orbital is sp?, contribut-
ing a 7t electron. For tritiated graphene, the chemical bonding between a
tritium atom and a carbon atom changes the hybridization from sp? to sp®.
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22 Further Study

The 7 orbital is tightly bounded for the sp® hybridization, so the tritium
atom effectively acts as a vacancy. Thus, we can use the midgap model to
characterize the potential induced by the tritium atoms [19, 44, 45]. The
potential is profiled as

o, if0<r<R
U(r) =< Uy, ifR <r<R (2.24)
0, ifr>R.

The mean free time is defined from the following expression

h 87’11 .2
— = sin“ d(k), 2.25
T 7p(Ek) ®) (229)

where p(Ey) is the density of state of Ey, which has the explicit form as

2E;

2.26
nhzv% (2.26)

o(Ex) =

and d(k) is the phase shift of electrons with momentum k. Using the
method in the paper [45], we can obtain the phase shift at k ~ 0.

7T 1

MM:_EQOg

(2.27)

. We expand the sine function in eq. (2.25) for kR’ < 1. Thus it gives the
mean free time

ho(Ex) N2
2, (InkR")
k

- mupn;

(2.28)
(InkR")?

This expression depends on the energy. While, this function has a minimal
value at kR’ = e 2. The minimum value is

4e2

_ 2.29
2orn; R’/ (2:29)

Tmin =

If T, is much greater than the resolution time, we can neglect the impu-
rity effect. It means that

4e—2

m > 1/6() ~ 10_13 S (230)
FT1tj
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2.4 Dynamic Screening 23

R’ is about 1 A, so we find the condition for a maximum impurity concen-
tration.
4e 2w

o =9 X 10! /em? (2.31)
F

n; <
We can also use another method to estimate the mean free time by using
the scattering cross-section.

1
; — nivPascu. (2.32)

Oscq 15 the scattering cross-section, which has the dimensionality of length.
Some researchers reported that the scattering cross-section for hydrogenated
graphene is about 5 A [46]. Then, the maximum impurity concentration
is about 2 x 10'2/cm?, which has the same order of magnitude as the
previous result. In conclusion, the safe concentration range is less than
5 x 101 /em?.

2.4 Dynamic Screening

The instantaneous screening assumption is not valid in the tail of the spec-
tral function of graphene. While, if the weight of the tail is too high, it will
cause the beta decay spectrum to broaden widely, and it may take many
years to observe a single event. To get a more rigorous result, we need to
consider the dynamic screening effect. The dynamic screening potential is

V(g w) = 29 (2.33)
€(q,w)
For a sudden external potential [47],
_ V(g)i
J is an infinitesimal quantity, and V(g) = 2,’3;2 is the bare Coulomb poten-
tial. One can recognize that e(;—w) — 1 is the susceptibility function so that
we can use the Kramers-Kronig relations.
LI —l/ do'tm(—1 1) —L1 (239
e(g, w) T )0 e(g,w’) w—w' +id
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24 Further Study

Substituting it into the expression of dynamic screening potential and per-
forming the Fourier transform, one can find the time-dependent screening
potential.

Vgt = /°° V(g w)e e

(@) / dw'Tm ( W) 1) [—Ln /o; i ia)(i;ﬂi W +10)

V(9)6(t)
_ V(qnf)( ) /: 1 _jl_l‘ tIm <€(q’1w,) - 1) dw’ + V(q)6(t)

(2.36)

In the large time limit, the oscillating term disappears, so the potential
becomes

V(g,00) = _;(/q(’qg) (2.37)

For graphene, €(g,0) does not depend on g, so that we can denote €(g,0)
as €. The first term in the last line vanishes in the short time limit, so the
potential turns into the bare potential.

V(q,0) =V(q) (2.38)

For an arbitrary time, we can express V (g, t) as

Vg = 000 _ V@ - Im( . )_1> " @3

€(q,0) T —oo W e(q, w’

For intrinsic graphene, the time-dependent potential is

Vig ) = L Ve T

_ V@O0 Vo e e ol ~urade

€(q,0) T o0 W W _ ( )2
v} 1+ aq
w2 2
\ o2 T

_V(ge(t)  2V(g)6(t) /°° a cos(wvpgt)Vw? — 1
~ €(q,0) T 1 w (w? — 1+ a?)

dw,

(2.40)
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2.4 Dynamic Screening 25

where a = (e(q,0) — 1) = 2th2; ,and T(vpqt) is a one- Varlable fast-decay
function that only depends vpgt. When t << 1, T(vpqt) ~ —1, and
when t >> 1, T(vpqt) ~ 0

From the general expression of the Fz(t), eq. (1.29), we can find that

1 t t o) i
:E/ dtl/ dtz/ e—tu(ti—t) ZV 9,11V (9, t2)A(q,u)
—1ut1 tz 2
/dtl/ dtZ/ 7TVZ|V |AE], )

B

(q 0)

X

(2.41)

When t << 1, then we can find F,(t) ~ 0. It is trivial and has no contribu-
tion to the spectral density function. Therefore, the most significant part
of the X-ray edge is in the long-time domain. Since the function T (vpqt)
decays very fast, T(vpqty)T(vgqty) is negligible compared to other terms
in the bracket, and it implies that

) du 1 T(veqty) = T(vpgt)
tl tz
/dtl/ dtz/ W;LZ(%O)Jr e(3,0) ' e(q,0)
x|V (9)IPA(g, u)
— Rt gue/ dtl/ dtZ/ ulti—t) g, / aH_1(uwht)vVw _1dw

w (w? —1+a?)

gue/ dt1/ dtz/ u(ti—t2) gy / at, uwtz _1dw
—1+612)

(2.42)

In the long time limit, we can extend t into infinity, and then one can get

S0 2g€ alog(w + vVw? —1)
~ [0 8 og(
B(t) ~ K(t)+ i/t nud / w? (w? — 1+ a?) deo (2.43)
~ log(l + gllf;ot)
with
2ge alog(w + Vw? — )
§1 =8+ / T R (P -1+ D) dw, (2.44)

and ¢p = %, which is obtained from the previous steps. If graphene is
suspended in vacuum, then g=0.25, and g; ~ 0.40. For graphene suspend
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26 Further Study

on Si0O,, the coupling constant g is about 0.13, and g1 ~ 0.18. As de-
picted in Fig 2.1, one can see that the dynamic screening effects of intrinsic
graphene significantly change the coupling constant at a small dielectric
constant, and this can be understood intuitively. For intrinsic graphene,
the Fermi energy is zero, so there is no intrinsic time scale. For long wave-
length scattering, the screening time is about 1/ (vrg), comparable to the
time scale near the edge, so we cannot regard the electrons as completed
screened near the edge. Hence, the dynamical screening effects have a
considerable influence on the coupling constant. Nevertheless, the Fermi
energy is non-zero for normal metals and gated or doped graphene, so the
static screening is a good approximation near the edge in those cases. In
the large dielectric constant limit, one can see from Fig. 2.1(b), the ratio
of the dynamic coupling constant and static coupling constant approaches
1. It can be understood from eq. (1.16) and eq. (2.44), when the external
dielectric constant is big enough, it makes the dominant contribution to
the total dielectric constant.

In conclusion, one may apply gate voltage on the graphene or increase the
external dielectric constant to eliminate the dynamic screening effects.
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2.4 Dynamic Screening 27

coupling constant g

04-
—— dynamic
03 ]
static
0.2 4
01+
: dielectric constant k
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14F
13}
12}
11F
1w L dielectric constant k
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(b)

Figure 2.1: Fig. 2.1(a) depicts the coupling constant with different external di-
electric constants. k describes the dielectric constant of the substrate, and g is the
graphene’s coupling constant. The blue curve represents the coupling constant
considering the dynamic screening effect, and the orange curve representing the
coupling constant in the static screening approximation. Fig. 2.1(b) describes the
ratio of the dynamic coupling constant and the static coupling constant. In the
large dielectric constant limit, the ratio approaches 1.
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Chapter 3

Determinant Method

The previous result is based on the perturbative theory, which neglects the
higher-order terms. Usually, it works if the coupling constant of the the-
ory is smaller than 1. However, for freestanding intrinsic graphene, the
perturbation theory breaks down if one summarizes all the terms. In the
following discussion, we will develop a non-perturbative method, the de-
terminant method, to get a more rigorous result. The result shows that if
the dielectric constant of the graphene is big enough, then the perturba-
tive method can give a similar result as in the rigorous non-perturbative
method.

The ground state of the Fermi sea can be expressed as

1
|FS) = ﬁDetHlPi(m ¢;)|] (3.1)

While, the many-body state of the Coulomb problem is

A) =

1
et )l (3.2)

If we use the result in the last line of eq. (1.18), we only need to calculate
<FS (e—fHAf/ h) FS> efFot /1 (3.3)

with E() = Zi,ki<k1: €;.
The Hamiltonian H) can be expressed as a summation of one-electron
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30 Determinant Method

Hamiltonian H;. Therefore, expression (3.3) can be expanded as

<FS ’e—iHAt/h‘ FS> oiEot/h _ <FS ‘e—izi(ﬁi—ei)t/h‘ FS>

1 il
= e 1‘[/,}0Z (Hi—ei)t/h
p, P
X l[JI( p'(i) ,47;9/(1'))(7171' ’
(3.4)

where p and p’ are any permutations of the N wave vectors. For two dif-
ferent sets of permutations

ph={-j---i---} (3.5)
and
pZ—{...]...l...}
ph={-i--j-} (3.6)
we find that
L () P (1t ) dn
90 (”zf‘i)z) i(Hi—e Hh’ubl (r],(,‘b]) dTl X lp] (1’],(])]) )t/h
Wj (ri, i) dTj ¥

= (=1)Prtrigt (r P ) e—i(Fi—ent/ny, (, 1y P n )dn X o X
4’1 (ri, pi)e” i(Hime t/h% (ri, i) dT x -+ X ‘/’] (7’]/4’]) i(Hj=e)t/n

Pi (rj, ¢5) dj

= (—1)P2 P2yt ( L Pt ) i(Hy—en)t /My, (r 1 P )drl NI
! (rj #j) e {Hi=e t/h’ub] (rj, ;) dj > -+ % l/’] (ri, i) e i(Hy—ep)t/m

lpl (rl/ (Pl) d’rl

= (=1)P2tPapt ( o ) —i(F—en)t/hy, (r (1) Ppua )dn X e X
l/"z (1’],(,‘[)]) i(Hize t/hlpz (ri, i) dTy x - -+ X lP] (ri, i) e ~i(H—et/n

Wi (1, ¢5) dj %
3.7)
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The result suggests that for any permutations p and p’, the summation in
the eq. (3.4) only depends on p + p’. Hence, they have the same value for
the terms with an equal value of (—1)” +P', Therefore, we get N! duplicated
terms in the summation, and they cancel the N! in the denominator of eq.
(3.4). Thus, eq. (3.4) can be cast in a straightforward form.

<F5 ‘e*iHAf/ h( FS> elFot/" — Det||T1,j|| (3.8)

where

= [ 4l p)e Ty (1, g)ar (39)

If we insert the eigenstate of H, then we can express the matrix element
[T;; in terms of the overlap between the initial one-electron state and the

final state. Let X];; be the overlap of i, and Y. The eq. (3.9) thus becomes

M = Y alxl e i@ —eot/n (3.10)
p

where
A= / Pr¥dt (3.11)

and & is the eigen energy of the single Hamiltonian H, eyis the eigen en-
ergy of the single Hamiltonian H. The overlap satisfies the normalization
condition,

Y IxpPP=1. (3.12)
k

From eq. (3.10), we can immediately find that I1,,, = J,,, when t = 0.
Therefore, we can separate the matrix into a singular part and a smooth
part.

[I=I-X (3.13)

where

X = Y xpxh (1 — e i@—ant/m) (3.14)
p

eq. (3.14) is the most important result for our calculation.
Then, our next step is to calculate the value of Det|I — X|. Using Fredholm
determinant method [48, 49], we can find that

Det|I — X| = exp(log(Det|I — X|) = exp(Trlog(I — X))

Trxk 3.15
= exp(— Z rk ). ( )
k=1
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32 Determinant Method

3.1 Result for metal

For metal, we obtain the X matrix element in eq. (5.30),

sin dpe 1k 1 — e~ ilew—ex)t/n

TV € — €xt
and the details are in Appendix A3. Using the method in reference [24, 50],
one can get the asymptotic result of the determinant.

L rele) &) .
The first term in the exponent is the self-energy term according to Fumi’s
theorem [25]. The logarithm part is the origin of infrared catastrophe, and
it has the same form as the previous result eq. (1.36). Taking into account
the spin degeneracy, the coupling constant is

2
g=2° g) (3.18)

One can get the phase shift using eq. (2.25). For metals, based on the
equation
1/7 = njvo (3.19)

and the expression of electron’s scattering cross section in three and two
dimensions [25, 51, 52], we express eq. (2.25) in the form,
h 2711'

o = NG sin? 6 (k) (3.20)

where p(k) is the density of state per spin channel, and it has the explicit
form as

mk ; ;
M three dimension
p(k) = {2”2h2 (3.21)

27’;17, two dimension.
Under relaxation time approximation [33, 53], we have
EzZNEZW /126(ep — €x)(1 — cos B) (3.22)
o L4 kK K — €k :

Because d_ (y) < 1, the difference between sind_ (u) and 6_ (p) is negligi-
ble, i. e. 6_(u) ~ sind_(p). Substituting eq. (3.20) and eq. (3.22) into eq.
(3.18), one can thus obtain the coupling constant

§ =20(Er) Y_ | Vi [*0(EF — ) (1 — cos6), (3.23)
k
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3.2 Result for graphene 33

where 0 is the angle between kr and k. In three dimensions, the coupling
constant is

9= pz(Ep) /Ond9|V(q)|zsiI19(1 — cos )

(3.24)
~ 20%(EF)V?(0),
and in two dimensional
2 2
_ 5P (Elf)/7T 201 _
g=2 o ad|V(q)|"(1 — cos ) (3.25)

~ 20”(Ep)V2(0)

where V(0) is the screened potential at Fermi level and q = 2kf sin g. It
has the same result as in the previous papers. [26, 50]

3.2 Result for graphene

For graphene, the X matrix element is found in eq. (5.43) and eq. (5.72).
For details, see Appendix A4 and A5. Following the same procedure as
before, we get a similar result.

L (Mo (e) 02(n) .
Det|I — X| = exp [—zt/o - de — o log(1 + igot) (3.26)

If we consider the spin and valley degeneracy, we should add a factor of
four before the logarithm term. Therefore, the coupling constant is
4682 (p)

g= p= (3.27)

The phase shift can be obtained from eq. (2.25). For Coulomb potential,
we can evaluate the mean free time under relaxation time approximation
[54-56].

h E 27
P Er) / 46|V (q)2(1 — cos?6) (3.28)
T 8 Jo
q = 2kr sing (3.29)
Under RPA approximation, the Coulomb potential becomes
27re?ead
Vig) = e (3.30)
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34 Determinant Method

Substituting it into the eq. (3.28), we have

h_ (2me*\ p(Ep) 7t (I (4dkp) — Ly (4dkr)) (331
T € 8k2 2dkr '
Comparing the result with eq. (2.25), it gives
4.2 _
Siﬂz 5_(]1) e Il(4dk1:> L1(4dk1:) (3.32)

B 462hzv% 2dkp

Because 0_ (1) < 1, the difference between sind_ (y) and 6_(u) is negli-
gible, i. e. d_(u) ~ sind_(p). Taking into account the spin and valley
degeneracy, we find the coupling constant g is

e* I(4dkp) — Lq(4dkp)

g = ezhzv% 2dks (3.33)

In the clean limit, kr = 0 for intrinsic graphene, so we have

el

li =9=——-, 3.34
koS~ 8 e2n*v? (339
where we use the following equality
. Ii(4dkp) — Ly (4dkr)
klplgo 2dkr =1 (3:35)

The result in eq. (3.34) is the same as in the eq. (1.35). So one can con-
clude that the coupling constant obtained in the linked cluster expansion
coincides with the result in the determinant method if one only keeps the
tirst-order term of the phase shift under the born approximation. The cut-
off energy can be got from the approximation that the exponent in the
integral of eq. (3.28) can be neglected, i. e., exp(—2¢gd) ~ 1. Hence, we can
get a rough estimation of it.

. h?)p
Go = EY R (3.36)

From rigorous derivation [57-59], one can find the expression of the phase
shifts due to the Coulomb scattering.

j T(l + v+ iS(X) in(j—)

e21(5- e

5 =

oy +isa T(1 + vy — isa)

(3.37)
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3.2 Result for graphene 35

s is the sign for the band index, j is the total angular momentum num-
ber, and it is 1/2 for s wave. « is the effective fine structure constant of
graphene,

e2

N=——
4rtegehvr

v =4/ —a? (3.39)

If graphene is suspended in a vacuum, we can calculate the phase shift
numerically. In that case, « ~ 1/2, thus phase shift for s wave scattering is
~ 11/2, and one can also obtain that the coupling constant ¢ ~ 1, which
invalidate the perturbative theory. Also, if graphene is suspended on SiO,,
then the coupling constant is about 0.20. As depicted in Fig. 3.1(a) and Fig.
3.1(b), perturbative method does not work well if the external dielectric
constant «x is not big enough. This phenomenon can be understood from
the following aspects. As we mentioned before, the linked cluster expan-
sion results can be recovered under the Born approximation. However,
the Born approximation is only valid for short-range potential, breaking
down for the long-range Coulomb potential. Although we cannot con-
sider the dynamical screening effects in this method, we can rule them out
if we apply the substrate of a very high dielectric constant from the previ-
ous discussion. One may include the disorder effects in this method, but
the calculation would be more complicated than the linked cluster expan-
sion. However, from the previous result, we know that we can neglect the
disorder effects if the disorder concentration is not big enough.
Overall, the determinant method gives a more rigorous result than the
linked cluster expansion does. The result is valuable for the experimen-
tal physicists since the determinant method gives a more accurate relation
between the coupling constant and the external dielectric constant.

(3.38)

The definition of -y is
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36 Determinant Method

Coupling constantg

1.0+
0.8l —— determinant method
I linked cluster expansion

06+

04l

02l

e x‘ external dielectric constant k
0 5 10 15 20
(@

ratio
40
350
30k
25¢
20"
15"
10t

i : 1 external dielectric constant k

0 5 10 15 20

(b)

Figure 3.1: Fig. 3.1(a) depicts the coupling constant at different external dielectric
constants. For freestanding graphene, the dielectric constant is 1. Fig. 3.1(b)
depicts the ratio of coupling constants obtained in two different methods. Even
in the large external dielectric constant limit, the results obtained in two different
methods are not the same.
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Chapter I

Conclusion and Outlook

4.1 Conclusion

4.1.1 Relevance to the Ptolemy Project

In this section, we will show the results directly related to the Ptolemy
project. From eq. (1.19), we know that we can get the smeared beta de-
cay spectrum by performing a convolution between the spectral density
function and the beta decay spectrum. Using Mathematica, we plotted the
zero lightest neutrino mass figures, namely mjoprt = 0. As indicated in
Fig. 4.1(a) and Fig. 4.1(b), the cosmic neutrino background spectrum will
be broadened by the power-law decay behavior of the spectral density
function. From the smeared spectrum, we can obtain the visibility of the
Ptolemy project, namely, the non-overlap region in the spectrum. One can
draw a contour plot of the visibility. As shown in Fig. 4.2, the smaller the
coupling constant is and the larger the lightest mass of the neutrino is, the
higher visibility that the Ptolemy project has. This result can be explained
by the fact that a large coupling constant leads to a sharper distribution,
which causes the beta decay spectrum less broadening.

Apart from the coupling constant, the cutoff energy also influences the
visibility of the Ptolemy project. Fig. 4.3 describes the dependence of
the Ptolemy project’s visibility on the distance d, i. e., the cutoff energy.
Smaller scale parameter, i. e. more oversized height d means less weighted
in the long tail of the gamma distribution, which leads to a less broadening
spectrum. Therefore, as depicted in Fig. 4.3 at a specific coupling constant
and the lightest mass of the neutrino, the visibility increases with the he-
lium ion’s height.
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Mijghtest=0 meV, A=10 meV, NO Mightest=0 MeV, A=10 meV, NO
10" \\ ——— B-spectrum 107
— ; — — Beta spectrum
T 108 — — — B, no smearing - 10°F
% } CvB < —CvB
7 0% \ % 1o 107
= = 51
I__Iém 104 L |_|Jm 10
Ke} L
2 100, / |2 1000
10—
1
| AN i N
-100 -50 0 50 100 -100  -50 0 50 100
E.-Q[meV] E.-Q[meV]
(a) original beta decay spectrum when the (b) smeared beta decay spectrum

lightest neutrino mass equals zero.

Figure 4.1: Fig. 4.1(a) is the original beta decay spectrum when the lightest neu-
trino mass equals zero. The solid red curve represents the background beta de-
cay. The dashed red line represents the background beta decay spectrum with the
smearing of Gaussian distribution caused by the finite experimental resolution,
namely A = 10meV. The solid blue curve represents the cosmic neutrino back-
ground that is the signal we want to detect. dI'/dE describes the possibility that
the events happen at a given energy per year. The area under the curve represents
the number of events per year. The area under the blue curve is only four, which
means we can only detect at most four cosmic neutrinos per year. The noise of
background beta decay covers the overlap between the red curve and blue curve,
and it means we cannot distinguish whether the source of the signals comes from
the cosmic neutrino or background beta decay. Fig. 4.1(b) describes the smeared
beta decay spectrum. We choose the coupling constant g=0.25.
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3.5

mlightest meV
]
(5]
visibility

0.05 0.1 0.15 0.2 0.25
coupling constant g

Figure 4.2: Contour plot of visibility with the different lightest mass of the neu-

trino and coupling constant when the cut-off energy is 1 eV. The total area under
the CNB curve is 4.

visibility

1 1.5 2 2.5 3 35 4 4.5 5
distance/Angstrom

Figure 4.3: Visibility at different heights with coupling constant g= 0.2, and
Miightest = 50meV. The curves with different coupling constants and the neu-
trinos’ lightest mass share a similar feature.
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40 Conclusion and Outlook

4.1.2 Overview of this work

In this work, we discussed how the X-ray edge in the graphene influences
the visibility of the Ptolemy project. In the first chapter, we used Fermi’s
golden rule to find the smeared beta decay spectrum. We found out that it
is the convolution between the spectral density function of graphene and
the original beta decay spectrum function. Moreover, we apply the pertur-
bation theory, linked cluster expansion, to obtain the spectral density func-
tion, which is precisely the gamma distribution function and controlled by
the cutoff energy and coupling constant

In the second chapter, we examined factors that influence the coupling
constant and the cutoff energy. We found natural distance-dependent cut-
off energy by considering the height of the helium ion. Also, the disor-
der effects can be ruled out if the concentration of the tritium atom is less
than 5 x 10! /cm?. However, the dynamic screening effects of the intrinsic
graphene significantly enlarge the coupling constant, which decreases the
visibility of the Ptolemy project. Fortunately, if the external dielectric con-
stant of the substrate is big enough, the dynamic screening effects can be
eliminated. Moreover, we also found the spectral density function of the
simple metal such as gold foil, and it has the same form as in the graphene
but with a fixed coupling constant and cutoff energy. We can neglect the
disorder effect for simple metals because of the enormous amount of elec-
trons in metals.

In the next chapter, we developed the determinant method to obtain a
more rigorous dependence of the coupling constant on the external dielec-
tric constant for the graphene deposited on a low-dielectric-constant sub-
strate. This result can help the experimental physicists to find the proper
substrate to increase the Ptolemy project’s visibility.

4.1.3 Suggestions to Ptolemy Collaboration

In conclusion, we suggest that there are two options to improve the visi-
bility of the Ptolemy project:

(1) find a substrate with a high dielectric constant;

(2) increase the height of tritium atoms from the graphene sheet.

Besides, metal is not a good choice for tritium target substrate.
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4.2 Outlook

Although we have considered several effects that can affect the spectral
density function, several effects still require further study. For instance,
the finite lifetime of the helium ion may cause a Lorentz broadening in the
spectrum, which may eliminate the X-ray edge. We only explore the X-ray
edge problem in the ungated graphene, but the emergent phenomena in
the gated graphene may influence the X-ray edge problem. Gating can
eliminate the dynamic screening effect near the edge, so it can decrease
the coupling constant. However, there is no free lunch. Gating may cause
some annoying effects, such as inhomogeneous broadening [60].
Moreover, in section 2.3, we discussed the disorder effects in the metallic
regime. However, tritium’s coverage is too small in the metallic regime
to provide a high number density. If the coverage of tritium increases, the
graphene undergoes a metal-insulator transition. In the insulating regime,
tritium atoms can open a small bandgap for the tritiated graphene. The
bandgap can change the dispersion relationship of the electrons and the
density response function of electrons in graphene. Therefore, the X-ray
edge in the insulating regime is more complicated, and we will leave the
related problems in further study.
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Chapter 5

Appendix

51 Al

If we consider the helium ion is static, then the Hamiltonian of the graphene
can be expressed as

H), = Z/dzxtpg(x) (—ihvpV - ) - s(x) + Hy_g
(5.1)

_ 2 e p(x)hho 2,
Z/d xpl (x) - (—=ihopV - F) - s (x) — Ineeq \/md

The state |A) is the eigenstate of it. The eigenstate should be a tensor prod-
uct of the electron state of graphene and helium ion state. However, only
the graphene part of the eigenstate is important to our calculation so that
we can neglect the ladder operators of Helium ion in the Hamiltonian H,.
Thus, the Hamiltonian H) can be expressed as

Hy = Z/dzxtps - (—ihvgV - 7) 47T€€0 \/%dzx (5.2)
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We can express the Hamiltonian H, in the momentum space.

2 —1kx ' 0 —lkx
e /d ¥ L Cio(ihor) (ax+iay 0 )Z’Pk/
C e?d’x zka zka L
X le — y y
Ks /47T€€0\/d27 lej kslgwks k's 0t0
Il L k’_%—"il(pdd
= Y S pshopkCl Cps — Y Pt Y1 Ti( )X]e''Pxdxdg
s,k 5,8 kK drteegl2V/d2 + x2
X Cljsck’s’hgho
2 /
+ e“exp (—|k' —k|d) _+ .
= kZShUFkakas - ZIZIFss’(k, k/) 2€€0L2|k — k/| Cksck’s’hoh()
/8 s,s' kk
(5.3)

where L? is the area of graphene. The spinor takes the form as [61]

1 e—in
=75 (1) G4
with 6 = arctan(k, /ky).

F,o(k, k') is regarded as the overlap between the two spinors, and it is ex-
pressed as

Fssl(k, k/) = % [SS/ + exp(i()k — 19k1)} (55)

The Coulomb-type potential is only valid in the long range, and the po-
tential behaves smoothly in the short range. Therefore, the Coulomb-type
potential can only be valid up to cutoff energy, say, ¢o. This assumption
will help us to reduce the complexity of the problem. To simplify the prob-
lem, naively, we can get rid of the factor exp (— |k — k’|d). It is quite crude
to make such an approximation, but it is valid near the x-ray singularity
edge, i. e., a tiny wave vector. For our problem, the dominant contribution
comes from the X-ray singularity edge since the initial state and final state
have considerable overlap in this region. Then, we reduce the potential to
a familiar 2D Coulomb potential.

e?F,y (k, k')

H/\ = EZSthkC]jsck’ ZZ 2k — K/ C;SCk/S/h-IO-hO
sk ss’ i 2eeol?| | (5.6)
=YY shopkCJCprs — 2 ZZV (k, k') s (k, K'Y Cl.Crsh g
sk ss' kk!
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52 A2

To find A(qg,u), we need to obtain the explicit form of the polarizability
function P() (g, u) first. For intrinsic graphene, the Green’s function is

1

—_— 5.7
E—Csp+inp G7)

Gss(p, E) =

11p is an infinitesimal quantity whose sign depends on the sign of ¢sp,. The
negative sign is for {5, < 0, and the positive sign is for {5, > 0. Inserting
the Green function into the eq. (1.33), one can obtain that

p(l)(q Ll) — _ig/ « d_E Fss’(p/p+q) 1
_ —lg Z s (P p+9) * d_E

Pss’u+ésf’ CS (p+4q) +”7 00 270
(5.8)

1 1
X ; - :
[E - Csp + ”7p E + u— Csprime(p+q) + 177p—|—q]

fsp = fo(p+a)
2 Pg/ PP+ 4) U+ Csp = Cs/(prg) T 11

The imaginary part of the polarizability function, P(1)(g, u), gives A(q, u).

Algu) = ZEBE Y R (p,p+ @) fop — Fopra))0(u +Esp = Eaes)

pss’

(5.9)
1—cos(0y,p+q)
e (pp+ ) = ——— 0 (5.10)
At zero temperature, the non-zero term is
T
A(q,u) = Zngv Z (1 —cos(Op,p+q)) 6(1t = &p — Epq) (5.11)

k

We can express the 6 ;14 in terms of the angle between k and q.

TTQs QY + g cos
Algu) =53 ; (1 - %) Su—E—Eprg)  (5.12)
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Changing the sum into integral, we can then evaluate it.
_ 5 7858 _ptrqcosg, 5(¢ — o)
Aayu) =23055s |, vy [ o1 = BT up s
_ &s8v /°° gt~ VFP — VPP — (u2 — v2g® — 2uvrk) / (20Ep)
4r \/404 p2q? — (u? — viq? — 2uvpp)?/2
oy / ir- 4qu;7 4va (v* — vpg?)
— vpq?) (—4opp? + duvpp — (u* — viq?))

gsgv / i \/4uvpp — 402 p? — (u? — v3g?)
vpy/u2 — vig?

_gsgv/ q _P @(u_qu)
6]

R T
° \Jur— g

(5.13)

It matches the results in the references [29]

53 A3

To find the overlap between scattering state and incident state, we use the
following model to characterize the one-body Hamiltonian.

H=Y eCiCi+ Z Vi CiCr (5.14)
k kk’

Creation operators characterize the scattering states.
k/
The new set of operators obey the equation of motion.

(5.16)
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Inserting eq. (5.14) into the equation of motion, it gives

1 _
€k’X]€/ + V Z Vk’k”X];:// = ep)(];:/ (517)
K

The second term is a function about p and k', so we set it as 77/, Thus, we
can get the expression of the overlap in terms of 7.

po_ Mk'p

AP L 5.18
Xk V(Gp — €k/) ( )

We can recognize that the coefficient 77/, is the T matrix.

Mep = 3 Viw X = 3 (e [V (@) i) (i [¥p) = (Y| V(DY) = Ty

k// k//
(5.19)
The unitary condition of the overlap (eq. (3.12)) gives the equations about
Upk/'
|77k’ [4 |2
LY A —— (5.20)
; Vz(ep — €k/)2

The region of p ~ k' controls this equation. We can use the following
approximation to get the result.

M'p = Mpps (5.21)

VS
P=k_ 2 (5.22)
Vp 7'(1/;;

V(q — €k/) =~

where v), is the density of state at p state, and ¢y, is the phase shift at p state.
Under those approximations, using the Poisson summation formula, we
have

Z V;Za”?pp|2 _ 2 _V§|17pp|27rcot ik’ _ nzv%|qpp|2 . 5.23)
T (=K =6)* = (p—K—5)? sin? Sp ’
which gives
N sin oy,
Nk'p = Npp = v, (5.24)
One can also derive this result from the property of T matrix.
Tjop = 47y (21 +1)Py(cos bjr,) Ty (K, p) (5.25)
]
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where 6y, is the angle between k' and p. If we only consider elastic s wave
scattering, then the T matrix can be cast into a simple expression [25]

e'% gin §

Since the T matrix always shows up in pairs in the I'l matrix, those two re-
sults are the same for our calculation. Therefore, the overlap can be written

as _
sin (5,,

A 27
Xk/ V7T1/p (q — E‘k/) (5 )

Instituting it into the expression of matrix element Xy, eq. (3.14), it gives

sin® op(1— e i(E—et/hy

Xipr = — — (5.28)
; V2r2vi(€, — ex)(€p — ex)
Using Pioncaré-Bertrand theorem [62]
P _ _p 1 (_ 1 _ 1 )
(€p—ex)(ep—ew)  ex—ew \Ep—e € —ep (5.29)

+ 7'[25(5 — Gk)d(q — €k/)

one can evaluate this expression.

xkk,:z[P L ( o1 )—i—ﬂzé(e_p—ek)&(@—ek/)}

> € — € \€p — €  €p — €y
sin? 6, <1 — e_"(g_ek)t/h)
s V2m2v3
-2 L —i(e,—e)t/h
81n(5p<1 e i(Ep—er) )( 1 1 )7_[ t
= — — — — cot rtp
= V22l (e — ex) €) — € €p— €y

sin? & (1 — e*i(ek”ek)t/h>

+ 7T25(€k — €k/)

V22t
_ sindgcos(0k) 1 —e &=t/ jgingysindy 1 — e e —et/h
a TtV € — € TtV €k — €
sin dpe 1k 1 — e~ ilew—ex)t/n
Ty € — €/

(5.30)
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In the third step, we use the identity,

1
Iim ——————— = iwd(er — ey 5.31
M —er—i " (ex — €x) (5.31)

54 A4

Assuming the ground state of graphene is in a half-filled state, we only
need to consider the valence band. Therefore, the element of the matrix X
becomes -
Xir = Y X (1 — e/ Eretelt/my (5.32)
ps
The spinor-included one-body Hamiltonian of graphene is
— 1
H = ZekSC;SCkS + V ZZ ka’Fss’(k/ k/)cltsck’s" (533)
ks kk' ss’
The new set of ladder operators is
—t = *
Cps = Y XiwCirsi Cps = Y Xiow Crs'- (5.34)
K's! K's'

The new equation of motion is

— =t =t
[H, Cps] = €ps Cps. (5.35)
Inserting eq. (5.33) into the equation of motion, it gives
1 —
vl o Y Vel B KK — el 639
k//S//

Solving the equation of motion, we get

Ty,
ps ! . p
Xire (K, p) = G (5.37)

where
! s
W}i’sp = § l, Vk’k”X}f//s//Ps’s”(k// k”)- (5-38)

k//SN
This complicated tensor 7 is also the T matrix but depends on the band
index. For graphene, the T matrix is expanded in two dimensions.

Ty = 27 Zl;exp(ilﬂk/p)Tl (K, p) (5.39)
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where T;(k', p) is diagonalized [30].

¢! sin §
T)(P,P) = ———" 5.40
For the lowest order scattering, s wave scattering, the T matrix is
e’ sin §
To(p) = —F. 5.41
o(p) 7, (5.41)

Substituting the solution of the equation of motion eq. (5.37)into the X
matrix element eq. (5.32), one can obtain that
S—_,S—*

Wkp TIk’p _il(e=
X = — P 1— e (Epstent/h (5.42)
K ; Vz(eps + ek)(eps + ek’) ( )

Since most of the contribution comes from the vicinity of €,s ~ —e; ~
—€p, we can cast the expression eq. (5.42) into a simple way by performing
the Poisson summation.

sindy_e 9k 1 — ellew—ex)t/h

TtV € — €

X = (5.43)

5.5 A5

We can derive the above result from a more direct way. The one-body
Hamiltonian is o
H=Hy+V (5.44)

We can construct the scattering wave by using the superposition of inci-
dent wave and outgoing wave.

‘¢k’s’> <¢k’s” 14 |‘st>
Y s) — s)
[Frs) = |Pxs) kZS:

- (5.45)
€ks — €x's’ + 117

where |¢y) is the incident wave, |¥y,) is the scattering wave, 7 is an in-
finitesimal quantity. It is easily to verify that the scattering wave is an
eigenstate of Hamiltonian H with eigen value ¢s.
Multiplying both sides of eq. (5.45) by (¢ys|, we can obtain the overlap
between the scattering state and the incident state.

(Prs |V [Fks)
€ks — Exs’ T 17]
ss’
Tk’k
€xs — €xrs! + 117

Xﬁfss/ - 5kk’5ss’ +
(5.46)

= 5kk’5ss’ +
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It satisfies the unitary condition,

ss’ 55 %
ZXPSNXPSN* = Okk'Oss' + T T
rol  — ss . 3
e ks 7k's €xrs) — €ks + 11 €xs — Epg + 11]
iy T,j;” T,i,’;” (5.47)
ps’! (eps” — €ks + iﬂ)(eps” — € + 1)

— akk/ §SS, .

Substituting the overlap eq. (5.46) into expression of the matrix element
Xkr', €q- (5.32), then we can find that

T, T,j,;
X = O k05— O p0s—

ps
% (1 _ efi(epsfek_)t/h>
_ S— 5.48
_ T (1 _ efi(ek/_fek,)t/h> + TkP (5.48)
€ — €— + 17 s €ps — €k— + in
T,j,;

X

(1 _ e—i(eps—ek,)t/h>
€ps - €k/7 + iﬂ

Using the unitary condition of the overlap tensor, we can express it in
another form.

__ S— S—
X = — Tkk/ * — + Z Ijkp Tk/p ;
€k —€p—t+in 4 (€ps — €x— +in)(€ps — €p— +in)
TE;TE,;

ps (eps — €t in)(eiﬂs —€p— + ”7)

X (1 - e_i(eku—ekf)t/h) +

X <1 - e_i(eps—fkf)t/h)
(5.49)

In the large time limit, the last two terms cancel with each other so that
one can cast the X matrix element into a simple way.

——
Tkk’

€x_ — €p_ + 17

It is the same as the previous result. For intrinsic graphene, the Hamilto-

nian in the coordinate representation takes the following form.

Hy = —ihopV - & (5.51)

X = —

(1 _ e—i(Ekli—ek,)t/h) (5.50)
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Its eigenstate is

ikf
7)== (o) 5.5

In a polar coordinate system, the Dirac equation of electrons in the graphene
can be written as

. —i¢ ar . l'a
— ihog (e""’(ar(jr;aw e "( ; r CP)> Y(r,¢) = E¢(r, 9), (5.53)

where ¢ = arctan(y/x). Thus, We can also express the eigen wave func-
tion in the cylindrical representation.

kr)eil®e—ilbk
(Pks r, (P Z \/ﬁ (ZS]lJr]lg r))e l—il)(pe—zlﬂk) (5-54)

The Bessel function satisfies the following radial differential equations.

d]l+1(k7) I+1

LD+ k) = ki) (555)
d]ld(fr) . ;]l (kT") — _k]l+1(kr) (556)

If we consider a central potential V(r), the Hamiltonian becomes
H = —ihwpV -7+ V(1) (5.57)
Its eigenstate is the scattering wave function, and it generally takes the
form,
il ; ilg ,—ilf
it exp(idys) Fis(pr)e"Pe "0
Yys(r,p) =) ———=|. . 0. | s 5.58
) = LR (e ) 639

where 6, = arctan(py/px). F(pr) and G;(pr) obey the radial differential
equations [57].

l s—V
dFlsd—(rpr) = his(pr) + w@s(pﬂ =0 (5.59)
dG ! =V
zzlipr) + —:1 Gis(pr) — %Fls(m) =0 (5.60)

From eq. (5.54) and eq. (5.58), one can find the T matrix.

e 22 / (r]i(kr)V (r) Fis(pr) —zrﬁﬂ(kr) ()Gls(pr))dr 1(6c—6p) gidis

(5.61)
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Multiplying both sides of the eq. (5.59) and the eq. (5.60) by 7], 1 (kr) and
r]i(kr), respectively, we can get

dFys(pr) V(r))

1 (kr) ——= g §7]z+1(kT)Fls(P7) + (GPS;TVIZH(M)GIS(PT)
= A1 CnBler) g (pry [0 (1 1y 0| 4 LD

X r]i1(kr)Gys(pr)
_ d[r]l—l—l (kr)Fls(pT’)] _ kr]z(kT)Fls(PV) + M”]H—l (kr)GlS(pr) =0.

dr hvp
(5.62)
el 25D T )G pr) - wﬂ’(k”%(m)
[sz(kT’;rGls(P”)] — Gys(pr) rd]giﬂ’) —1Ji(kr)| — wrh(kﬂﬁs(m)
a [’]l(kra)lf“(’” DLt kg ) G (pr) W” ) Bulpr) =0
g (5.63)

After some algebra calculation, one can find

T - ZNZUF /oo{d[r]l+l(l;7;)1:ls(pr)] n d[ﬂl(kgfls(lﬂ)]

+ (5p + k) r]i3a (kr)Gis(pr) — (sp + k) r]i(kr) Fis (pr) ydr
x explil (0 — 0,)] exp(idys)
(5.64)

At the large argument, the radial functions have the asymptotic forms as

Ji(kr) o~/ _k cos (kr — én — %) (5.65)

Fis(pr) ~ / pr — E — g —asIn(2pr) + (515> (5.66)
/ 7T

sm pr - E g s In(2pr) + 515) (5.67)
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The energy level of the helium ion is much greater than the energy of elec-

trons, so elastic scattering dominates our calculation. In that case, s = —,
and p = K, so we can find the T matrix.
_ 2thor . . [ T
Ty, :—; A [sin (kr—in—z)
l T [ T
X COS (kr —5T g +9_+ len(Zkr)) — oS (kr 57T Z)

X sin (kr — %7‘[ — % +0_ + len(Zkr)) e/ Ok =0p) g1

_ Z 2rthop 10 —8)) exp (—ic ln(zkr))exp(Zzél_ + 2ia In(2kr)) — 1

kA o

i1(6,—0,) : _
_ Zl: % exp(—iaIn(2kr))[exp(2ia In(2kr)) eXP(Zzgi)
N exp(2in 1r;52kr)) —1

(5.68)

r is the screened radius of Coulomb potential, which is extended to infinity
for pure Coulomb potential. The last term in the bracket is independent
on 1 so that one can write the T matrix as,

_ el (0:—0p) _ exp(2id;_) —
T, = yl_: TN exp (ia In(2kr)) 5 56
exp (i In(2kr)) — exp(—ia In(2kr)) B .
* v (k) 26— 6p).
v(k) is the density of state. Here we use the formula,
Y el Cf) = 2775(6) — 6,). (5.70)

Notice that the second term is only nonzero if 6, = 6,, so one can neglect
the second term when 6 # 6,. Moreover, the factor exp(iax In(2kr)) is in-
significant because the T matrix and its conjugate show in pair in our prob-
lem. Therefore, the T matrix recovers to the standard expression when
Ok 7# 9;7;
o eil(9k—9p) ' .
Tkp = Zl:m/—(k)exp(zél_) sindj_. (5.71)
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For the inter-band scattering, s=+, the calculation is the same as in the
eq. (5.68), so we do not repeat it again and only give the result that the
T matrix vanishes at a large distance. Eq. (5.68) gives the same result as
before. For the lowest scattering channel, from eq. (5.50), one can obtain
that the X matrix element.

_exp(—id_)sind_ i(eu—e)t/h
K = v (k) (ex — ep — in) <1 e ) (5:72)
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