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TT 18.1 Tue 15:00 HSZ 02

Three-Dimensional MgB,-Type Superconductivity in Hole-
Doped Diamond e¢JENS Kortus!, LiLiaA BoERI?, and OLE
K. ANDERSEN? — !Theoretische Physik, TU Bergakademie Freiberg,
Germany — 2MPI FKF Stuttgart, Germany

We substantiate by numerical and analytical calculations that the re-
cently discovered superconductivity in boron-doped diamond is caused
by electron-phonon coupling of the same type as in MgBs, albeit in
three dimensions. Using first-principles linear response methods based
on density functional theory we obtain the phonon dispersion and the
electron-phonon coupling strength as function of hole doping. As re-
vealed by these calculations, holes at the top of the zone-centered, degen-
erate sigma-bonding valence-band couple strongly to the optical bond-
stretching phonon modes. This mechanism shows several very similar
aspects to the one which drives the superconductivity in MgB,. How-
ever, the increase from two dimensions in MgBs to three dimensions in
diamond reduces the phonon mode softening crucial for the high 7, of
40 K in MgBs. Even if diamond had the same bare coupling constant as
MgB,, which could be achieved with higher doping, Tc would be limited
to only 25 K. Using the same theoretical methods we also investigate
the possibility of superconductivity in the isostructural and isoelectronic
semiconductors Si and Ge. Superconductivity above 1 K in Si (Ge) re-
quires hole doping beyond 5% (10%).

L. Boeri, J. Kortus, O.K. Andersen, Phys. Rev. Lett. 93, 237002
(2004)

TT 18.2 Tue 15:15 HSZ 02

Superconductivity and electron phonon coupling in doped
MgB; compounds — eVIVIEN PETzZOLD! and HELGE ROSNER? —
ITU Dresden — 2MPI for Chemical Physics of Solids Dresden

Recently, substitutions on the metallic site in MgBs, e.g. Mg;_,Sc,Bs
(1], Mgi—.(AlLi),Bs [2] and Nb;_,Bs [3] were investigated intensively.
For the achievable doping levels (2=0.12...0.27) in Mg;_,Sc,Bs, the com-
pound shows only very small structural changes, allowing the separation
of lattice and doping effects. On the other hand Mg;_,(AlLi), B, is iso-
electronical to MgBs, but varies in lattice constants depending on x. In
order to investigate the influence of the degree of substitution on the elec-
tronic properties, we present band structure calculations using different
levels of approximation: rigid band and virtual crystal approach as well
as supercell calculations and coherent potential approximation. We show
that the latter two approaches lead to consistent results with respect to
lattice expansion and electronic properties (density of states, Fermi sur-
faces). We demonstrate that in the transition metal (T) diborides the
doping dependent changes in the electronic structure are strongly influ-
enced by the sp?(B)-d(T) hybridization. The influence of the doping on
the electron phonon coupling is discussed.
[1] Agrestini et al. Phys. Rev. B 70 134514 (2004).
(2] Monni et al. cond-mat 0506162 (2005).
[3] Yamamoto et al. Physica C 383 (2002) 197-206.

TT 18.3 Tue 15:30 HSZ 02

Density functional theory for superconductors: Applications to
MgB; and Pb — eA. FLORIS!, N. LATHIOTAKIS!, A. SANNAZ, C.
FRANCHINT?, M. MARQUES?, M. LUEDERS?, G. PROFETA®, A. CON-
TINENZA®, S. MASSIDDA?, and E.K.U. Gross! — !Freie Universitaet
Berlin, Arnimallee 14, D-14195 Berlin, Germany — INFM SLACS and
Dipartimento di Scienze Fisiche, Universita’ degli Studi di Cagliari, Italy
— 3Institut de Minéralogie et de Physique des Milieux Condensés, Uni-
versité Pierre et Marie Curie - Paris VI, France — *Daresbury Labo-
ratory, Warrington WA4 4AD, United Kingdom — °C.A.S.T.I. - INFM
and Dipartimento di Fisica, Universita’ degli studi dell’Aquila, Italy
Predicting the properties of superconductors is of both fundamental
and technological importance. The discovery of superconductivity in
MgB, (7.=39.5 K), with a clear presence of two gaps, has renewed the
interest in conventional superconductivity. Here we present two appli-
cations of a novel approach to superconductivity that allows one to cal-
culate material-specific properties without using any adjustable param-
eters. Within this approach, we have obtained the critical temperature
and the two gaps of MgB, in good agreement with experiment, taking
into account the strong anisotropy of both the electron-phonon and the
Coulomb interactions. Moreover, in a fully k-resolved formalism, we find

Room: HSZ 02

two different gaps also in Pb, and we relate this fact to the difference in
strength of the electron-phonon coupling associated with the two bands
crossing the Fermi level. This calculation shows how our formalism is
able to capture, in absence of any ad-hoc model, the features of multi-
gap superconductors.

TT 18.4 Tue 15:45 HSZ 02

Specific heat of Mg(B;_,C,)s: Two Superconducting Gaps —
eNIELS OESCHLER"?, ROBERT A. FISHER'!, NORMAN E. PHILLIPS',
WIiLLIAM E. MICKELSON!, and ALEX ZETTL! — !University of Cali-
fornia, Berkeley, CA, USA — 2Max Planck Institute for Chemical Physics
of Solids, Dresden, Germany

We present specific heat data of polycrystalline Mg(B;_,C, )2 with
2z =0.1 and 0.2 from 1K to 35K in magnetic fields up to 9T.
Recently, MgB, was identified as a phonon-mediated two-gap supercon-
ductor with remarkably high transition temperature of 39K. The small
gap and the large gap open at the same temperature due to interband cou-
pling. Substituting carbon on the boron site has the effect of electron fill-
ing and inducing disorder. The superconducting transition temperature
decreases monotonically from 39K for MgB, to 20K for Mg(BysCo.2)2.
The specific heat of both samples can be accurately fitted with two su-
perconducting energy gaps using the extended o model. The amplitudes
of the gaps are found to be larger than the BCS value for the large gap
and smaller than the BCS value for the small gap. However, it is ob-
served that the size of both gaps decreases upon increasing the carbon
content.
The evolution of the gap sizes, the normal-state Sommerfeld coefficients,
the Debye temperatures and the critical fields are compared to those of
MgB,.

TT 18.5 Tue 16:00 HSZ 02

Superconducting properties of the 13 K rare earth carbide su-
perconductor, La;C3 — eJUN SUNG KiMm, REINHARD K. KREMER,
VOLODYMYR BABIZHETSKYY, OVE JEPSEN, and ARNDT SIMON —
MPI-FKF, 70569 Stuttgart

Superconductivity in rare earth carbides has attracted interest again
after the recent discovery of the 18 K superconductor Y,Cs.[1] We have
successfully synthesized the related La system, LasCs, and after a careful
control of the carbon content and the annealing procedures, optimized
the superconducting properties reaching at sharp transition temperature
T. ~ 13.2 K. The superconducting properties have been investigated by
heat capacity measurements in magnetic fields up to H= 9 T, resistivity
and magnetization measurements up to H = 30 T. The characteristic
specific heat anomaly is compared to the predictions of the BCS and
the @ model, and a quantitative estimate of the electron-phonon cou-
pling strength and the logarithmic average phonon frequency is made.
From a detailed analysis including full potential electronic structure cal-
culations based on the refined structure gained from the refinement of
low-temperature neutron powder diffraction experiments, LayCs is found
to be in the strong electron-phonon coupling regime. The upper critical
fields show a clear enhancement with respect to the Werthamer-Helfand-
Hohenberg prediction and amount to ~ 20 T at 0 K.
[1] G. Amano, S. Akutagawa, T. Muranaka, Y. Zenitani, and J.
Akimutsu, J. Phys. Soc. Jpn. 73, 530 (2004).

— 15 min. break —

TT 18.6 Tue 16:30 HSZ 02

Soft-mode behavior in superconducting MgB,-like ternary
silicides MAISi (M=Ca,Sr,Ba) eR. HEm!', K.-P. BOHNEN!,
B. RENKER!, P. ADELMANN!, D. ERNST!, and H. SCHOBER?
— Forschungszentrum Karlsruhe, Institut fiir Festkorperphysik —
nstitut Laue-Langevin, Grenoble

The discovery of superconductivity with T, ~ 39K in MgB, has led to
an intensive search for new superconductors with similar layered struc-
tures. Among them, the ternary silicides MAISi with M=Ca,Sr,Ba ex-
hibit interesting electronic and superconducting properties. With in-
creasing mass of the M ion, T. drops from 7.8K (Ca) to 5.1K (Sr) to <2K
(Ba). Electronic structure calculations suggest that all three compounds
possess very similar electronic properties [1], thus pointing to significant
differences in the phonons and electron-phonon coupling (EPC).
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Here we present results of a combined experimental and theoreti-
cal investigation of the lattice dynamics and EPC of the series MAISI,
M=Ca,Sr,Ba. Inelastic neutron-scattering measurements of the general-
ized phonon density of states show evidence for a low-frequency phonon
mode in CaAlSi, which stiffens with increasing mass of the M ion. Using
density-functional perturbation calculations of the phonons and EPC,
we could identify this mode as an out-of-plane Al vibration with a large
EPC. Contrary to a previous theoretical study [2], we do not find evi-
dence for a dynamical instability. We will discuss implications for the
observed superconducting trends among the MAISi series.

[1] I. I. Mazin et al., Phys. Rev. B69, 180512 (2004)

[2] G. Q. Huang et al., Phys. Rev. B69, 064509 (2004)

TT 18.7 Tue 16:45 HSZ 02

Lattice dynamics and electron-phonon interaction in doped
small radius nanotubes — oK.-P. Bounen!, R. Hem!, H.J.
Liu??, and C.T. CHAN? — Forschungszentrum Karlsruhe, Institut fiir
Festkorperphysik — 2Dept. of Phys., Univ. of Sci. and Technology,
Kowloon, HongKong — ®Dept. of Phys., Wuhan Univ., Wuhan, People’s
Republic of China

Recently lattice dynamics of small radius nanotubes has received a
lot of attention due to the competition between superconductivity and
Peierls transition. So far all ab-initio calculations for isolated nanotubes
with diameter of 4 A have shown a strong tendency to either a Peierls
transition (in (3,3)-tubes)[1] or a structural transition to a non-metallic
state with a small gap ((5,0)-tube) [2], in contrast to experimental find-
ings of superconductivity in 4 A tubes [3]. Doping these tubes might
offer a possibility to enhance superconductivity, an effect which is well
known from intercalated graphite. We present here ab-initio calculations
of the lattice dynamics and electron-phonon coupling for doped (3,3)-
tubes. The doping level has been chosen to move the Fermi level to a
region of high density of states, however so far these calculations still
favor the Peierls transition compared to superconductivity.

[1] K.-P. Bohnen, R. Heid, H.J. Liu, C.T. Chan, PRL 93, 245501 (2004)

[2] D. Connetable et al., PRL 94, 015503 (2005)

[3] Z.K. Tang et al., Science 292, 2462 (2001)

TT 18.8 Tue 17:00 HSZ 02

Strong electron-phonon coupling in YNi;B,C: Theory and
Experiment — eF. WEBER"?, A. KREYSSIG?, L. PINTSCHOVIUS!,
K. HrapiL!, K.-P. BouNeEN!, R. He!, and W. REICHARDT! —
Forschungszentrum Karlsruhe, Inst. f. Festkorperphysik 2Fak.
f. Physik, Univ. Karlsruhe — 2IAPD, TU Dresden — *PCI, Univ.
Gottingen

Several compounds of the family RENi;B,C (RE=Y, Lanthanoid) ex-
hibit high superconducting transition temperatures (up to about 20 K)
which is thought to be due to strong electron-phonon coupling (EPC).
We made extensive calculations using density functional theory which
indeed predict an EPC strength sufficient to explain the observed T.’s.
We note that the strong EPC gives rise to pronounced anomalies in the
phonon dispersion curves and concurrently to large line widths of cer-
tain phonon modes. In particular, there should be a pronounced phonon
anomaly at the zone boundary in the (110)-direction (the so-called M-
point) in addition to the already known anomaly in the (100)-direction.
Inelastic neutron scattering measurements were performed on YNiyBoC
on the triple axis spectrometer PUMA, Munich. The data show an ex-
tremely good agreement between the predicted and the observed phonon
frequencies. Moreover, the measurements confirm the strong line broad-
ening of the anomalous M-point mode predicted by theory. Finally, mea-
surements in different Brillouin zones confirm the theoretical predictions,
that in spite of the low frequency of the anomalous mode its eigenvector
contains rather large amplitudes of the light atoms B and C.

TT 18.9 Tue 17:15 HSZ 02

Single crystal X-ray diffraction analysis and electron density
calculation of YNi;B,C — eT. LEISEGANG!, D. C. MEYER!, P.
PAUFLER!, D. SourTEL?, G. BEHR?, O. IGNATCHIK®, A. ORMECI?,
H. RosNER?, and J. WosNITZA® — ISP, TU Dresden, Germany —
2I[FW-Dresden, Germany — *IFP, TU Dresden, Germany — *MPI-CPfS,
Germany — °HLD Dresden, FZ Rossendorf, Germany

The quaternary borocarbide YNiyB,C, space group (139) I4/mmm,
exhibits superconductivity (T, ~ 15 K) as was first reported in [1]. This
superconducting behaviour depends strongly on the crystal composition
within the small homogeneity range and on the crystal growth condi-
tions. Here we report on investigations of two different samples, namely

bulk samples grown by a floating zone technique [2] and plate samples
grown by a flux-growth method [3]. De Haas-van Alphen (dHvA) mea-
surements were performed to determine the electronic band structure
as well as the evolution of a superconducting energy gap at the Fermi
surface [4]. To evaluate the exact crystal structure, single-crystal X-ray
diffraction measurements at room temperature were performed. Different
models of structural disorder were refined and a difference-Fourier analy-
sis was carried out. The experimental electron density will be compared
with theoretical calculations. The work was supported by the Deutsche
Forschungsgemeinschaft (SFB 463).

[1] Nagarajan et al., Phys. Rev. Lett. 72, 274 (1994).

[2] Souptel et al., J. Cryst. Growth 276, 652 (2005).

[3] Canfield et al., Phys. Today 51, 40 (1998).

[4] Ignatchik et al., J. Magn. Magn. Mat. 290-291, 424 (2005).

TT 18.10 Tue 17:30 HSZ 02

The Fermi surface topology and the superconducting gap
function in UPd,Al;: a neutron spin-echo study — eARNO
Hiess!, ELIZABETH BLACKBURNY? MAIKEL C. RHEINSTADTER!,
WOLFGANG HAUSSLERM, NICHOLAS BERNHOEFT?, and GERRY H.
LANDER? — !Institut Laue-Langevin, BP 156, F-38042 Grenoble,
France — 2European Commission, JRC, ITU, Postfach 2340, D-76125
Karlsruhe, Germany — SFRM-II, TU Miinchen, D-85748 Garching,
Germany — ‘DRFMC, CEA-Grenoble, F-38054 Grenoble, France

We report on a single crystal neutron spin-echo investigation of the
low-energy dynamic response in the magnetic superconductor UPdsAls
(Txy = 14 K, Ty = 2 K) in the vicinity of the antiferromagnetic wavevec-
tor Qo = (0 0 0.5). Well inside the superconducting phase, antiferro-
magnetic quasielastic scattering, which is present in the normal state,
is absent for relaxation times shorter than 10 ns, equivalent to an en-
ergy resolution better than 1 peV. These observations are related to
the geometry of the gap function and the Fermi surface topology. Any
nodes present at the Fermi surface do not contribute significant weight
to the electronic susceptibility. This places strong constraints on possible
models for the origin and role of magnetic excitations in this magnetic
superconductor.

TT 18.11 Tue 17:45 HSZ 02

Superconductivity and Lattice Instability in Compressed
Lithium from Fermi Surface Hot Spots — eDEEPA KASINATHAN!,
JAN Kunes', Amy Lazicki™?, HELGE ROSNER?, CHOONG-SHIK
Y002, RICHARD SCALETTAR!, and WARREN PICKETT! — !'Dept. of
Physics, University of California - Davis, CA 95616, U.S.A — 2Lawrence
Livermore National Labratory, Livermore, CA — *Max-Planck-Institute
for Chemical Physics of Solids, Dresden, Germany

Lithium, a simple metal not su perconducting above 5mK at ambi-
ent pressure, becomes a 20 K superconductor at 50 GPa. This high
T. is shown to arise from critical (formally divergent) electron-phonon
coupling to the transverse phonon branch along intersections of Kohn
anomaly surfaces with the Fermi surface. First principles linear response
calculations of the phonon spectrum and spectral function o F'(w) reveal
(harmonic) instability already at 25 GPa. Our results imply that the fcc
phase is anharmonically stabilized in the 25-38 GPa range.

TT 18.12 Tue 18:00 HSZ 02

Cooper pairing on a sphere: multielectron bubbles in helium
— ¢JACQUES TEMPERE!"?, VLADIMIR GLADILIN', JOZEF DEVREESE!,
and ISAAC SILVERA? — !TFVS, Universiteit Antwerpen, Universiteit-
splein 1, 2610 Antwerpen, Belgium — 2Lyman Laboratory of Physics,
Harvard University, Cambridge MA, USA

Electrons on helium constitute a versatile realization of a two-
dimensional electron gas. Multielectron bubbles are cavities inside liquid
helium, containing electrons that collect at the surface of the bubble,
forming a spherical two-dimensional electron gas. In this contribution, we
investigate the effects of the electron-ripplon interaction on the spherical
electron system. We derive the conditions for which the electron-ripplon
interaction can lead to an attractive interaction between the electrons,
and to pairing. The paired state is described using Richardson’s method.
The density of states, the pair-breaking gap, and the ground state level
occupations are derived and discussed. The difference between Cooper
pairing in a flat electron system and Cooper pairing on a sphere are high-
lighted. Finally, progress in the experimental realization of this system
is discussed.



