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lonic interaction and conductivity of metallic hydrogen
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We calculate the electroresistivity of metallic hydrogen within the framework of perturbation theory in electron-
proton interaction. To this end we employ the Kubo linear response theory while using the two-time retarded
Green functions method to calculate the relaxation time. The expressions for the second and third order con-
tributions are given. To describe the electron subsystem, the random phase approximation is used, allowing
for the exchange interactions and correlations in a local field approximation. Thermodynamics of the proton
subsystem is assumed to be given by the Percus-Yevick equation. At a given density and temperature the
only parameter of the theory is the hard sphere diameter, which is calculated from effective pair ionic inter-
action. For a completely degenerated electron gas, the latter is determined by the density of the system. The
dependence of the second and the third order contributions on the parameters of the theory is investigated.
For all densities and temperatures examined here the third order contribution constitutes more than half of the
second order term. The corresponding magnitude of resistivity is about 100 ~ 2504 cm.
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1. Introduction

Hydrogen is the most widespread element in the universe. The major portion of the mass of the
planets in the solar system is contributed by the hydrogen in metallic state. From the theoretical
point of view hydrogen is a unique object for which the electon-ion interaction is known exactly. It
allows us to perform calculations of various properties involving the minimal number of simplifying
assumptions, and therefore, with maximal plausibility.

The possibility for the metallic phase of hydrogen to exist was predicted in 1935 [12]. It was
suggested that at high densities hydrogen should exhibit the transition from diatomic molecular
state, with insulator properties, to an atomic state with metallic conductivity. The actual dis-
covery of metallic hydrogen and the detailed investigation of conductivity as a function of the
pressure and the temperature followed at 1996 [11]. In this study the molecular hydrogen in a
liquid state was subjected to shock compression up to 1.80 Mbar at the temperatures in the
2200 — 4400 K range. The dielectric-metal transition was observed at the pressure of 1.4 Mbar
while temperature 3000 K, while the resistivity of metallic phase measured 50042 cm. In the
pressure and the temperature range 1.4 — 1.8 Mbar and 3000 — 4400 K the electroresistivity
remained virtually unchanged. As a matter of fact, the examined transition was of a metal-
semiconductor type, as the band-gap did not vanish completely, but decreased from 15 eV to
0.3 eV, which is almost equal to the temperature of a sample. It should be noted that the ear-
lier experimental and theoretical studies of the conjectured metallic state exist. In the work [6]
the electric conductivity of molecular hydrogen was measured at substantially lower pressure of
0.1 — 0.2 Mbar, the results followed the exponential law with the rate specific to semiconductors
with the 12 eV band-gap. The discovery of metallic hydrogen was first reported in [3] in 1978. The
authors reported the discovery of metallic hydrogen at the pressure 2 Mbar with the resistivity of
1000482 cm.
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When the new substances are discovered, the examination of the static properties usually pre-
cede the studies of transport phenomena. At present the research on the static properties of metallic
hydrogen is carried out intensively [1,4,5,7-9]. Yet, there are virtually no theoretical investigations
of the electron transport phenomena in metallic hydrogen. The distinctive feature of the treatises
on static properties of metallic hydrogen is the adoption of the nearly free electron model. Here
we are going to employ this model to calculate the electroresistivity of metallic hydrogen. Herein
we assume that the hydrogen is in the true metallic state with no band-gap at all, and not in
the experimentally observed semiconductor state with the band-gap of 0.3 eV. This state can be
realized either at a higher pressure, or at a higher temperature. We should like to note that the
Jupiter core with the radius equal to half the radius of the planet, consists of a hydrogen at the
pressure of 3 — 40 Mbar and the temperature 10000 — 20000 K.

2. Hamiltonian

We assume the hydrogen to be in a disordered atomic state with all the electrons collectivized.
In this case the Hamiltonian of the electron subsystem of metallic hydrogen can be taken in the
form similar to that of the liquid simple metals [15]

H = Hy + Hi. (1)

Again, just like in the case of the liquid simple metals, the electron gas is considered degener-
ated, and the ionic subsystem to be a disordered and static one. Using the nearly free electrons
approximation, the Hamiltonian of noninteracting electron gas can be written as

Hy = Zskaiak, (2)
k

where a;:, ax are the operators of nucleation and annihilation of electrons with the wave vector k,

e = h?k?/2m is the free electron energy and m is its mass.

The Hamiltonian of the electron-proton interaction can be taken in line with the diffraction
model of a metal, which incorporates the electron-electron interaction via screening of the electron-
ion interaction

Hie = V™'Y W(@)p'(a)p°(—a). (3)

Here V is the volume of the system, W(q) = —V(q)/e(q) is the screened potential energy of
electron-proton interaction, V(q) = 4me?/q? is the Fourier transform of the Coulomb interaction,
e is the electron charge, (q) = 1+ [V (q) + U(q)]mo(q) is the dielectric permittivity of the electron
gas in the random phase approximation, U(q) = —2me?/(¢* + )\k%) is the potential energy of the
exchange interaction and the correlations of the electron gas with A & 2 [2], kp is the Fermi wave
vector,

(4)

k 1 4k3 — ¢? 2k
WO(Q):mF< F qln‘ F+qD

72h2 \ 2 8krq 2kr — q

is the polarization function of a free electron gas, p°(q) = >, a; axtq is the Fourier transform
of the density operator of the electron gas and p'(q) = Y. exp(—igR,,) with R,, denoting the
radius-vector of the n-th ion.

We should like to stress that the metallic hydrogen is the only system with the exactly known
unscreened potential of the electron-ion interaction, which is the Coulomb law. This fact signifi-
cantly simplifies the calculation of various properties of metallic hydrogen, as long as the problem of
modelling the electron-ion interaction, leading to the introduction of additional fitting parameters,
is avoided.

Just like in the theory of many of the disordered simple metals, the ratio of the potential energy
of the electron-ion interaction to the Fermi energy is the small parameter of the theory not for all
values of the wave vector. This situation is illustrated in figure 1. The actual small parameter of
the theory is the product of the above mentioned ratio on the structure factor of the ion subsystem.
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Figure 1. The form factor of the screened Figure 2. The small parameter of the theo-
electron-proton pseudopotential. Two vertical ry. Two vertical lines denote the values of the
lines denote the values of the wave vector wave vector equal to kr and 2kp correspondi-
equal to kr and 2kr correspondingly (scaled ngly (scaled with o/27). These values corre-
with ¢/27). These values correspond to o = spond to o = 4au and n = 0.45.

4au and 1 = 0.45.

From figure 2 it can be seen that again this parameter cannot be considered small for every value
of the wave vector. Inasmuch as these values of the wave vector provide substantial contribution to
the corresponding integrals, one can expect the perturbation series in this parameter of the theory
to converge slowly. This circumstance does not allow us to restrict ourselves to the first term of
the perturbation series when calculating the resistivity.

3. Resistivity

The electroresistivity of well conducting disordered simple metals can be found using the well
known Drude formula m

-1

= —7 . 5

= ()

Here n is the electron gas density and 7 is the relaxation time for the electroconductivity process.

We are going to exploit this formula to calculate the resistivity of metallic hydrogen as well. Here

we will consider only the electron contribution to the resistivity.
Within the framework of the linear response theory of Kubo and the method of two-time
retarded Green functions [2,10] the inverse relaxation time can be written in the form of the series

in electron-proton interaction
1= Z Tt (6)

The general term of this expansion is of the form

_ N
= T > W(a) ... W(an)S(ar,- -, au)l(a; -, dn). (7)
qi1;---,d9n
Here S(qi,...,q,) is the n-particle structure factor of the ion subsystem, N is the number of ions
in the system, I'(qu, ..., qy) is the electron multipole for the electric conductivity process.

The second order contribution to the inverse relaxation time for the disordered simple metals,
first obtained by Ziman [13], is well explored and reads

—1 m

2kp
___m 31172
Ty = 47rh31/k%/0 dz z°W*(x)S(x), (8)
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where v is the inverse proton number density. We now examine the third order contribution in
more detail. It is of the form

= % > Wia)W(a2)W(as)S(ai, a2, 93)T(a1, g2, q3)- 9)

q1,92,93

For the noninteracting electron gas, the electron multipole, obtained by using the kinetic equation
and characterizing the electric conductivity, is of the form

Brh
3mN

5(51(2 - Ekl)

I'(ky — ko, ko — ks, ks — ky) = (er, — 1))
2 1

(k1 — ka)?n(ky)[1 — n(ky)] ; (10)

where 3 is the inverse temperature and n(k) is the Fermi-Dirac distribution function. With some
manipulation [9,11] the third order contribution can be expressed as a principal value integral

2 [e%s}
-1 m f(k)
SR L . 11
T 24k /O ke — k (11)

As long as the electron-electron interaction is exactly known, the major approximation we use is the
superposition approximation for the 3-particle structure factor S(qi,qz,93) = S(q1)S(q2)S(qs).
As a consequence of this approximation we obtain the following expression for the function f(k)

= o2n + 1)A,, B? 12
with
2kp 2%2 _ 42
A, = / dqq3W(q)S(Q)Pn (;qu> )

0 F
k+kp k2 +k2 2

B = [ asw@son, (=), (13)
|k—kw| F

where P, (z) is the Legendre polynomial of order n.

4. The effective pair proton interaction

The effective pair proton interaction is an essential component in estimating the conductivity
of metallic hydrogen. It is a particularly valuable feature since the only parameter on which it
depends is the number density of the system. Since the effective pair interaction makes it possible
to calculate the effective hard sphere diameter for a given temperature, it enables us to determine
the hard sphere diameter as a function of density and temperature.

The expression for the effective pair potential is known from the second order perturbation
theory in electron-ion interaction and reads

e? v 5sin(qR)

Vet (R) = s dqq qTQ(Q)’ (14)
where
Qq) = gVQ(Q)% : (15)

The polarization function of electron gas with exchange interaction and correlations taken into
account in a local field approximation can be written as

r(o) = kD

1+ V(g)molg) 16)
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Figure 3. The effective pair interaction, n = 0.001 gm/cm?.

This expression does not contain any fitting parameters characterizing the ion subsystem and
depends only on the Fermi wave vector, i.e. on the number density of the system. The only ap-
proximation it involves is the random phase approximation for the electron subsystem taking into
account the exchange interaction and electron correlations in a local field approximation.

Figure 3 provides the plot of the effective pair ion interaction for a number density n =
0.001 gm/cm?3. Now we can introduce the effective hard sphere diameter as the minimum ion
approach distance for a given temperature. This distance can be found from equating the total
energy of protons to zero at the closest approach

V(o) = 3KT/2. (17)

Here the reference point for potential energy is the lowest value of the potential well. For instance
at n = lmole/em? and T = 10® K o = 2.77, while raising the temperature to 7' = 10* K at the
same density we obtain o = 1.64. In the first case the packing fraction is n = 0.45, which roughly
corresponds to the value for the liquid alkali metals at melting point, in the second case n = 0.08.
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Figure 4. The pair structure factor of the ion subsystem. Two vertical lines denote the values of
the wave vector equal to kr and 2kr correspondingly (scaled with o /27). These values correspond
to o = 4au and n = 0.45.

5. Results and discussion

If for the structure factor of the ion subsystem we use the Percus-Yevick equation [14] (see
figure 4), then the resistivity depends on three parameters. Namely these are the hard sphere
diameter, the packing fraction and the Fermi wave vector. If all the electrons are considered col-
lectivized, then the Fermi wave vector can be related to the number density through v = 372/k3,
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while on the other hand vn = w03 /6. It is convenient to choose the hard sphere diameter as the
independent parameter. If the temperature is known, this parameter can be uniqely defined as well.

Table 1. The coefficients of the series in (12).

1 2 3 4 5 6 7 8
-2.031 1210 -0.487 0.168 -0.050 0.013 -0.002943 0.0005285

3

b
3

As we see from the table 1 the coefficients A,,, B,,(q) quickly decay with the increase of n. This
means that we need to allow for only a few terms of the corresponding series. As long as liquid
hydrogen exists in nature in a wide pressure and temperature range it is interesting to investigate
the dependence of resistivity on parameters o and 7. From figures (5), (6) we can see that the
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Figure 5. The dependence of the resistivity Figure 6. The dependence of the resistivity on
on the temperature. Solid line: 2*¢ order con- the number density. Solid line: 2"¢ order con-
tribution; dotted line: 3'¢ order contribution. tribution; dotted line: 3*¢ order contribution.
n =0.025 au°. T = 5000 K.

electron gas is strongly degenerated at all densities and temperatures considered. The second order
contribution to electoresistivity is of the same order as for majority of the liquid metals that are well
described using the nearly free electrons approximation. On the other hand, the third order contri-
bution constitutes more than 50% of the second one, which is typical of liquid metals with relatively
high resistivity. Consequently, we can expect a slow convergence of the pertutabation theory series
for electric conductivity. This is caused by a relatively large magnitude of the above mentioned
small parameter of the theory. If we approximate the perturbation series by an infinite geometric
progression with the ratio R3/Rg = 0.43, then the electric resistivity measures R ~ 250uf) cm at
T = 5000 K, n = 0.016 au and R =~ 195u£2 cm at T = 5000 K, n = 0.032 au. As the density
increases at a fixed temperature, the magnitudes of both second and third contributions decay,
while the relative magnitude of the third order contribution increases. The estimated resistivity
here decays as well, which is typical of metallic conductivity. If we keep the density fixed and in-
crease the temperature, then both contributions grow together with the estimated resistivity which
is again characteristic of metallic conductivity. This can be illustrated with the following numbers:
R~ 135uf2 cm at T'= 1000 K and n = 0.025 au, R ~ 243u£2 cm at T' = 10000 K and n = 0.025 au.
The experimentally observed resitivity of R ~ 500u£2 cm was not the intent of this work. However,
the values obtained are in reasonable agreement with this value. To provide a better estimate of the
experimentally observed resisitivity, the theory should allow for the band gap in the energy spec-
trum of electrons, and for the presence of the hydrogen in molecular state in experimental setups.
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MixioHHa B3aeMogais i NPOBIAHICTb MeTaNeBoOro BOAHIO

B.T.LLUBeub!, C.B.CaBeHko!?, €.K.MannHoBcbkuint

=

Opecbka nepxaBHa akageMmisa xonony
JBopsiHCbKa, 1/3, 65026, Opeca, YkpaiHa
YTpPEexTCbkuii yHiBepCcUTET

MpuHcTOHNNamH, 5, 3584 CC, YTpexT, Higpepnanan

N

OTtpumaHo 31 cepnHa 2005 p.

B po6oTi po3paxoBaHa NPOBIAHICTb PiAKOro MeTaneBoro BOAHIO B pamkax Teopii 36ypeHb, 3anponoHoBa-
HOT OHWM 3 aBTOPIB, 3 ypaxyBaHHSAM YJIEHIB APYroro i TPETbOro NopsaKkiB 3a €1eKTPOH-MPOTOHHOIO B3a-
emMogaieto. 3anponoHOBaHMI TaKOX BapiaHT NiACyMOBYBaHHSA psay Teopii 30ypeHb. KoediuieHT enekTpo-
NPOBIAHOCTI 3HaX0AUBCS Y BiANOBIAHOCTI A0 Teopiil NiHiNHOT peakuii Ky6o i MeToaa ABOYaCOBUX 3arasiHux
GyHKUIN pina. Mpuy uboOMy AN €NEKTPOHHOT NiACUCTEMN BUKOPUCTOBYBANOCE HABNNXKEHHSI BUNAOKOBUX
da3 3 ypaxyBaHHAM 0OMiHHOT B3aeMogii i kopensauiii y HabnMXeHHi IoKaNbHOro Nons, a A NPOTOHHOI —
TOYHMIN PO3B’A30K PiBHAHHS Mepkyca-Eika ana moaeni Teepanx cdep. Y ubomy pasi, npu 3afaHin ryCtuHi
i TemnepaTypi eauHUM napamMeTpoM Teopii € aiameTp TBepanx chep. na Noro BU3Ha4eHHs po3paxoByBa-
nacb napHa edekTMBHa MiXNPOTOHHA B32aeMOAid. [115 NOBHICTIO BUPOOXKEHOIO ENIEKTPOHHOrO ra3dy ocra-
HHSI MOBHICTIO BM3HAYAETLCSA NYCTMHOIO CUCTEMU. 3a 3HANOEHOI0 3aNEXHICTI0O MiXXNPOTOHHOT B3aemoaii
Bif, BiACTaHi i BiAOMIi TeMnepaTypi BU3Ha4YaBcs AiameTp TBepanx cdep. NpoBiaHICTL MeTaneBoro BOAHIO
LOCNiaXeHa y LUMPOKOMY Aianal3oHi r'yCTUH | TeMnepaTyp, XapakTepPHUX SK AJ1si EKCNEPUMEHTY NO OTPU-
MaHHIO METaNIEBOro BOAHIO Y 3€MHUX YMOBAX, Tak U Al ra30BUX MJIAHET FiraHTiB. Lig 3anexHicTb € Takolo
X K i Ans GinbWOCTI NPOCTUX PiAKMX MeTaniB. POnb YNEHIB CTApLLIOro NOPsSAKy Teopii 36ypeHb BUsSBUNacCh
HaA3BMYaHO BEINKOIO, 3MIHIOIYM Y AeKiNnbKa pasie pesysbtaT Apyroro Nopsaky Teopii 30ypeHb.

KniouoBi cnoBa: MeTaneBuii BOAEHb, TEOPist 36ypeHb, e/1eKTPoorip

PACS: 71.10.+x, 72.10.Bg, 72.15.Cz
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