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Dy<sub>2<[sub>TiC<sub>2</sub>@C<sub>80</sub>. Angewandte Chemie - International Edition, 2015, 13.8 74

In Situ Spectroelectrochemistry of Organic Com. , 2015, , 169-190.

Corannulene Molecular Rotor with Flexible Perfluorobenzyl Blades: Synthesis, Structure and
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Half-Sandwich Complexes. Organometallics, 2015, 34, 2826-2840.
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Communications, 2015, 51, 5637-5640.

A faux hawk fullerene with PCBM-like properties. Chemical Science, 2015, 6, 1801-1815.

Magnetic anisotropy of endohedral lanthanide ions: paramagnetic NMR study of
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Carbide clusterfullerenes with odd number of carbon atoms: molecular and electronic structures of
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An Expanded Family of Dysprosiuma€“Scandium Mixeda€Metal Nitride Clusterfullerenes: The Role of the

Lanthanide Metal on the Carbon Cage Size Distribution. Chemistry - A European Journal, 2015, 21,
5750-5759.

Surface Aligned Magnetic Moments and Hysteresis of an Endohedral Single-Molecule Magnet on a 78 62
Metal. Physical Review Letters, 2015, 114, 087201. :

<sup>19</sup>F NMR-, ESR-, and vis-NIR-spectroelectrochemical study of the unconventional reduction
behaviour of a perfluoroalkylated fullerene: dimerization of the
C<sub>70¢<[sub> (CF<sub>3<[sub>)<sub>10</sub><sup>a~</sup> radical anion. Analyst, The, 2015, 140,

Fullerene cyanation does not always increase electron affinity: an experimental and theoretical study. 0.8 9
Physical Chemistry Chemical Physics, 2015, 17, 551-556. :

Metal Nitride Clusterfullerenes &€ New Advances and Challenges. , 2014, , 99-135.

Computational Studies of Endohedral Fullerenes: Bonding, Isomerism, Internal Dynamics,
Spectroscopy, and Chemical Reactivity. , 2014, , 315-399.

Carbon Cage Vibrations of M@C82 and M2@C2 n (M = La, Ce; 2n&€%0=3€%072, 78, 80): The Role of the Metal
Atoms. Fullerenes Nanotubes and Carbon Nanostructures, 2014, 22, 202-214.

X-ray induced demagnetization of single-molecule magnets. Applied Physics Letters, 2014, 105, . 3.3 34

Free-Standing Single-Atom-Thick Iron Membranes Suspended in Graphene Pores. Science, 2014, 343,
1228-1232.

Endohedral fullerene with 14/43-carbido ligand and titanium-carbon double bond stabilized inside a

carbon cage. Nature Communications, 2014, 5, 3568. 12.8 80

Singled€step Gasa€Phase Polyperfluoroalkylation of Naphthalene Leads to Thermodynamic Products.
Chemistry - A European Journal, 2014, 20, 4373-4379.

Magnetic moments and exchange coupling in nitride clusterfullerenes GdxSc34€“xN@C80 (x = 13€“3). 3.3 25
Dalton Transactions, 2014, 43, 7387. :

Endohedral metal or a fullerene cage based oxidation? Redox duality of nitride clusterfullerenes
CexM33”xN@C784€“88(x = 1, 2; M = Sc and Y) dictated by the encaged metals and the carbon cage size.
Nanoscale, 2014, 6, 1038-1048.

Anion Radicals of Isomeric [5,6] and [6,6] Benzoadducts of Sc<sub>3<[sub>N@C<sub>80</sub>:
Remarkable Differences in Endohedral Cluster Spin Density and Dynamics. Journal of the American 13.7 15
Chemical Society, 2014, 136, 13436-13441.

The Metallofullerene Fieldd€induced Single&d€ton Magnet HoSc<sub>2</sub>N@C<sub>80</sub>. Chemistry
- A European Journal, 2014, 20, 13536-13540.

Tunneling, remanence, and frustration in dysprosium-based endohedral single-molecule magnets. 3.9 o1
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Cluster-size dependent internal dynamics and magnetic anisotropy of Ho ions in
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American Chemical Society, 2014, 136, 4257-4264.
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Topological Signatures in the Electronic Structure of Graphene Spirals. Scientific Reports, 2013, 3, 3.3 36
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Gda€“Sc-Based Mixed-Metal Nitride Cluster Fullerenes: Mutual Influence of the Cage and Cluster Size
and the Role of Scandium in the Electronic Structure. Inorganic Chemistry, 2013, 52, 3368-3380.

Growth of all-carbon horizontally aligned single-walled carbon nanotubes nucleated from

fullerene-based structures. Nanoscale Research Letters, 2013, 8, 265. 5.7 7

Perfluoroalkyl [70]-Fullerenes as Robust Highly-Luminescent Fluorocarbons, or Position of One
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Exohedral Functionalization: An ESR and DFT Study. Journal of Physical Chemistry C, 2013, 117,
2344-2348.

Regioselective Sequential Additions of Nucleophiles and Electrophiles to Perfluoroalkylfullerenes:
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Endohedral Fullerenes. Chemical Reviews, 2013, 113, 5989-6113.
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International Edition, 2013, 52, 7505-7508.

The Endohedral Celll/CelV Redox Couple in the Nitride Clusterfullerenes. ECS Meeting Abstracts, 2013, , 0.0 o

Understanding High-Yield Catalyst-Free Growth of Horizontally Aligned Single-Walled Carbon
Nanotubes Nucleated by Activated C60 Species. ACS Nano, 2012, 6, 10825-10834.

A Platform for Specific Delivery of Lanthanide&€“Scandium Mixeda€Metal Cluster Fullerenes into Target 19 1
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A multi-state single-molecule switch actuated by rotation of an encapsulated cluster within a

fullerene cage. Chemical Physics Letters, 2012, 552, 1-12.

Titanium/Yttrium Mixed Metal Nitride Clusterfullerene TiY<sub>2</sub>N@C<sub>80</sub>: Synthesis,

Isolation, and Effect of the Group-lll Metal. Inorganic Chemistry, 2012, 51, 3039-3045. 40 61
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Chemical Science, 2012, 3, 1399.

Redox-Active Scandium Oxide Cluster inside a Fullerene Cage: Spectroscoric, Voltammetric, Electron
Spin Resonance Spectroelectrochemical, and Extended Density Functional Theory Study of
Sc<sub>4</sub>O<sub>2</sub>@C<sub>80<lsub> and Its lon Radicals. Journal ofthe American

13.7 67

Macromolecular and Morphological Evolution of Poly(styrene sulfonate) Complexes with
Tetradecyltrimethylammonium Bromide. Journal of Physical Chemistry B, 2012, 116, 12332-12340.

(Invited) In Situ ESR Spectroelectrochemical Study of Sc4MO2@C80: Endohedral Redox System. ECS

Meeting Abstracts, 2012, , . 0.0 0

Bonding between strongly repulsive metal atoms: an oxymoron made real in a confined space of
endohedral metallofullerenes. Chemical Communications, 2012, 48, 8031.

An Endohedral Single-Molecule Ma%net with Long Relaxation Times: 13.7 188

DySc<sub>2</sub>N@C<sub>80</sub>. Journal of the American Chemical Society, 2012, 134, 9840-9843.

A Buckybowl with a Lot of Potential:
<i>C<[i><sub>5<[sub>&€€<sub>20<[sub>H<sub>5<[sub>(CF<sub>3</[sub>)<sub>5</sub>. Angewandte
Chemie - International Edition, 2012, 51, 4939-4942.

Synthesis, Isolation, and Spectroscopic Characterization of Holmiuméa€Based Mixeda€Metal Nitride

Clusterfullerenes: Ho<sub><|>x<I|></sub>Sc<sub>3a <i>x<fi><[sub>N@C<sub>80¢/sub> (<i>x<[i>=1, 2). 3.3 21
Chemistry - A European Journal, 2012, 18, 9691-9698.

Structures and Stability of Fullerenes, Metallofullerenes, and Their Derivatives. , 2012, , 667-721.
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Charge controlled changes in the cluster and spin dynamics of Sc3N@C80(CF3)2: the flexible spin
density distribution and its impact on ESR spectra. Physical Chemistry Chemical Physics, 2011, 13, 8977.

Chemical tailoring of fullerene acceptors: synthesis, structures and electrochemical properties of

perfluoroisopropylfullerenes. Chemical Communications, 2011, 47, 875-877. 41 20

The State of Asymmetric Nitride Clusters in Endohedral Fullerenes as Studied by 14N NMR
Spectroscopy: Experiment and Theory. Journal of Physical Chemistry C, 2011, 115, 15257-15265.

Electrochemistry In Cavea: Endohedral Redox Reactions of Encaged Species in Fullerenes. Journal of 46 40
Physical Chemistry Letters, 2011, 2, 786-794. :

Dimerization of Radical-Anions: Nitride Clusterfullerenes versus Empty Fullerenes. Journal of
Physical Chemistry Letters, 2011, 2, 1592-1600.

A Molecular Switch Based on Current-Driven Rotation of an Encapsulated Cluster within a Fullerene o1 82
Cage. Nano Letters, 2011, 11, 5327-5332. :

Organometallic Complexes of Graphene: Toward Atomic Spintronics Using a Graphene Web. ACS Nano,

2011, 5, 9939-9949.

Unique Ultralow 18i€-Trannulenyl HOMOA€“LUMO Energy Gap of Photostable Emerald-Green

D3d-2-Methylmalonato[60]fullerenes. Journal of Physical Chemistry Letters, 2011, 2, 2296-2299. 46 >
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Poly(perfluoroalkylation) of Metallic Nitride Fullerenes Reveals Addition-Pattern Guidelines:
Synthesis and Characterization of a Family of

Sc<sub>3</sub>N@C<sub>80<lsub>(CF<sub>3</sub>)<sub><|>n<l ></sub>(<|>n</|>— 24716) and Their

Fine-Tuning Redox Properties of Perfluoroalkylated Fullerenes: Playing with Perfluoroalkyl Groups

and Addition Motifs. ECS Meeting Abstracts, 2011, , . 0.0 0

Growth of catalysta€assnsted and catalﬁstaﬁree horizontally aligned single wall carbon nanotubes.
Physica Status Solidi (B): Basic Research, 2011, 248, 2467-2470.

Titelbild: Nitrogen Directs Multiple Radical Additions to the 9,98€2-Bi-1-aza(C60-Ih) [5,6]fullerene: X-ray
Structure of 6,9,12,15,18-C59N(CF3)5 (Angew. Chem. 24/2011). Angewandte Chemie, 2011, 123, 5515-5515.

N

.0 (0]

Nitrogen Directs Multiple Radical Additions to the

9,98€23€Bia€d 4€aza(C<sub>60<[sub>a€«is < [i> <sub>h<[sub>)[5,6]fullerene: Xa€ray Structure of

6,9,12,15,183€€<sub>59<[sub>N(CF<sub>3<[sub>)<sub>5</sub>. Angewandte Chemie - International Edition,
0 0 -5540

In Search of Fullerened€Based Superacids: Synthesis, X4€ray Structure, and DFT Study of
C<sub>60¢<[sub>(C<sub>2</sub>F<subs>5<[sub>)<sub>5</sub>H. Chemistry - A European Journal, 2011, 17, 3.3 20
8799-8802.

Soluble Chlorofullerenes C<sub>60<[sub>Cl<sub»2,4,6,8,10<[sub>. Synthesis, Purification,

Compositional Analysis, Stability, and Experimental/Theoretical Structure Elucidation, Including the

X-ray Structure of <i>C«[i><sub> 1<Isub> C<sub>60¢[sub>Cl<sub>10</[sub>. Journal of the American
hemica

Electrochemical Tuning of Spin States of the Endohedral Metallofullerene Y@C<sub>82</sub> as

Probed by ESR Spectroelectrochemistry. ChemPhysChem, 2010, 11, 1650-1653. 2.1 4

Redox&€Tuning Endohedral Fullerene Spin States: From the Dication to the Trianion Radical of
Sc<sub>3<[sub>N@C<sub>80</sub>(CF<sub>3</[sub>)<sub>2<[sub> in Five Reversible Singled€Electron
Steps. Chemistry - A European Journal, 2010, 16, 4721-4724.

Saturnene Revealed: Xa€ray Crystal Structure of
<i>D<[i><sub>5<i>d<[i> <[sub>&€C<sub>60</sub>F<sub>20<[sub> Formed in Reactions of C<sub>60<[sub>
Wlth A<sub><|>x<ll> <Isub>MF<sub><l>y</|> <Isub> Fluormatmg Agents (A=Alkali Metal; M=3d Metal).

3 3 010

13.8 12

High-temperature and photochemical syntheses of C60 and C70 fullerene derivatives with linear
perfluoroalkyl chains. Journal of Fluorine Chemistry, 2010, 131, 1198-1212.

Molecular Structures and Bonding Situation in Endohedral Metallofullerenes. ECS Meeting

Abstracts, 2010, , . 0.0 0

A Pseudoatom in a Cage: Trimetallofullerene Y3@C80 Mimics Y3@C80 with Nitrogen Substituted by a
Pseudoatom. ECS Meeting Abstracts, 2010, , .

A Pseudoatom in a Cage: Trimetallofullerene Y<sub>3</sub>@C<sub>80</sub>Mimics
Y<sub>3</sub>N@C<sub>80</sub>with Nitrogen Substituted by a Pseudoatom. ACS Nano, 2010, 4, 14.6 66
795-802.

C<sub>60<[sub>F<sub><i>m«<[i> <[sub><sup>2a~<[sup> (<i>n<[i> = 17, 33, 35, 43, 45, 47; <i>m«<[i> = 34, 46) in
the Gas Phase and the Generation and Characterization of
<1>C</|><sub>1</sub> C<sub>60</sub>F<sub>47</sub><sup>a <Isup> and

Unraveling the Electron Spin Resonance Pattern of Nonsymmetrlc Radlcals wnth 30 Fluorine Atoms
Electron Spin Resonance and Visa”Near-Infrared Spectroelectrochemistry of the Anion Radicals and

Dianions of C60(CF3)2n(2n 251”10) Derlvatlves and Densuty Functional Theory-Assisted Assignment. 13.7 14
3 010.

0S0 ec 0 p
Room Temperature Interconversions of Crystalline K<sub>2</sub>B< sub> 12</sub>F< sub>12</[sub>,

K<sub>2<[sub>(H<sub>2<[sub>0)<sub>2<[sub>B<sub>12<[sub>F<sub>12<[sub>, and
K<sub>2</[sub>(H<sub>2<[sub>0)<sub>4</sub>B<sub>12<[sub>F<sub>12<[sub> in the Presence of Water

Direct Arc-Discharge Assisted Synthesis of C60H2(C3H5N): A cis-1-Pyrrolino C60 Fullerene Hydride with

Unusual Redox Properties. Chemistry of Materials, 2010, 22, 2608-2615. 6.7 5
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Dynamic HPLC study of C70 chlorination reveals a surprisingly selective synthesis of C70CI8. Chemical

Communications, 2010, 46, 8204.

in-Flow Vibrational Spectroscopy of Molecules with Flexible Spin Density: Electrochemistry, ESR,
C uster and Spin Dynamics, and Bonding in TiSc<sub>2</sub>N@C<sub>80</sub>. ACS Nano, 2010, 4, 14.6 55
4857-4871.

Metal Sulfide in a C<sub>82</sub>Fullerene Cage: A New Form of Endohedral Clusterfullerenes.
Journal of the American Chemical Society, 2010, 132, 5413-5421.

An endohedral redox system in a fullerene cage: the Ce based mixed-metal cluster fullerene 0.8 38
Lu2CeN@C80. Physical Chemistry Chemical Physics, 2010, 12, 7840. :

Molecular Structures and Bonding Situation in Endohedral Fullerenes. ECS Meeting Abstracts, 2009, ,

Electronic Structure of Sc[sub 3]N@C[sub 68] in Neutral and Charged States: An Experimental and
TD-DFT Study., 2009, , .

Vibrational, electronic, and vibronic excitations of polar<mml:math
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Bonding in Endohedral Metallofullerenes as Studied by Quantum Theory of Atoms in Molecules. 2.3 155
Chemistry - A European Journal, 2009, 15, 9707-9729. :

Charged States of Four Isomers of C<sub>84</sub> Fullerene: In Situ ESR and Visa”NIR
Spectroelectrochemistry and DFT Calculations. Journal of Physical Chemistry C, 2009, 113, 5141-5149.

<K
Sc<sub>3<Isub>N@(C<sub>80<Isub> <|>l<l|> <sub>h<lsub>( ))(CF<sub>3<lsub>)<sub>16</sub>

Endohedral Metallofullerene Derivatives with Exohedral Addends on Four and Eight Triple-Hexagon 13.7 59
Junctions. Does the Sc<sub>3</sub>N Cluster Control the Addition Pattern or Vice Versa?. Journal of

Direct Perfluorination of K<sub>2</[sub>B<sub> 12</sub>H<sub> 12<[sub> in Acetonitrile Occurs at the
Gas Bubbled™Solution Interface and Is Inhibited by HF. Experimental and DFT Study of Inhibition by
Protlc Acids and Soft, Polarizable Anions. Journal of the American Chemical Society, 2009, 131,

Mlxed Metal Nitride Clusterfullerenes in Cage Isomers:
Lu<sub><i>x<[i> <[sub>Sc<sub>387<i>x<[i> <[sub>N@C<sub>80</sub> (<i>x<[i> = 1, 2) As Compared with 31 62
M<sub><|>x<ln><lsub>Sc<sub>3é” <i>x<[i> <[sub>N@C<sub>80</sub> (M = Er, Dy, Gd Nd). Journal of :

ectroscopic and Theoretical Study of the Dimeric Dicationic Fullerene Complex
F <sub>70¢<[sub>)<sub>2<[sub>]<sup>2+<[sup>(Ti<sub>3<[sub>Cl<sub>13<[sub>)<sup>&~<[sup> <sub>2<[sulz:5
Journal of Physical Chemistry A, 2009, 113, 263-272.

An endohedral titanium(iii) in a clusterfullerene: putting a non-group-lll metal nitride into the C80-lh

fullerene cage. Chemical Communications, 2009, , 6391. 41 77

Metal-Cage Bonding, Molecular Structures and Vibrational Spectra of Endohedral Fullerenes:
Bridging Experiment and Theory. Journal of Computational and Theoretical Nanoscience, 2009, 6,
292-317.

Synthesis, Spectroscopic and Electrochemical Characterization, and DFT Study of Seventeen
C<sub>70<};ub>(CF<sub>3<lsub>)<sub><i>n<li><lsub> Derivatives (<i>n<[i>=2, 4, 6, 8, 10, 12). Chemistry - 3.3 73
A European Journal, 2008, 14, 107-121.

The Isomers of Gadolinium Scandium Nitride Clusterfullerenes

Gd<sub> <i>x<[i><[sub>Sc<sub>347<i>x<[i> <[sub>N@C<sub>80<[sub> (<i>x<[i>=1, 2) and Their Influence
on Cluster Structure. Chemistry - A European Journal, 2008, 14, 2084-2092.

The Extended View on the Empty <i>C<[i><sub>2<[sub>(3)4€C<sub>82<[sub> Fullerene: Isolation,
Sﬁectroscopic, Electrochemical, and Spectroelectrochemical Characterization and DFT Calculations. 3.3 23
Chemistry - A European Journal, 2008, 14, 9960-9967.
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ESR&€Vis/NIR Spectroelectrochemical Study of
C<sub>70¢<[sub> (CF<sub>3<[sub>)<sub>2<[sub><sup>d~.<[sup> and

C<sub>70</sub>(C<sub>2</sub>F<sub>5</sub>)<su >2<Isub><sup>a <[sup> Radical Anions.

<i>C«[i><sub> 1</ sub>a€(C< sub>84<lsub>a€<|>C<I|> <sub>2<[sub>(11))(CF<sub>3<[sub>)<sub>12</sub>:
Trifluoromethylation Yields Structural Proof of a Minor C<sub>84</sub> Cage and Reveals a

Principle of Higher Fullerene Reactivity. Angewandte Chemie - International Edition, 2008, 47, 138 63
6204-620

Carbon Pyramidalization in Fullerene Cages Induced by the Endohedral Cluster: Nond€8candium Mixed
Metal Nitride Clusterfullerenes. Angewandte Chemie - International Edition, 2008, 47, 8196-8200.

Hindered Cluster Rotation and <sup>45</sup>Sc Hyperfine Splitting Constant in Distonoid Anion
Radical Sc<sub>3</sub>N@C<sub>80</sub><sup>&~<[sup>, and Spatial Spind~Charge Separation as a

General Principle for Anions of Endohedral Fullerenes with Metal- Locallzed Lowest Unoccupled 1.7 104

Large mixed metal nitride clusters encapsulated in a small cage: the confinement of the C68-based
clusterfullerenes. Chemical Communications, 2008, , 2885.

Synthesis and X-ray or NMR/DFT Structure Elucidation of Twenty-One New Trifluoromethyl
Derivatives of Soluble Cage Isomers of C76, C78, C84, and C90. Journal of the American Chemical 13.7 91
Society, 2008, 130, 13471-13489.

Charged States of Sc3N@C68: An In Situ Spectroelectrochemical Study of the Radical Cation and
Radical Anion of a Non-IPR Fullerene. Journal of Physical Chemistry A, 2008, 112, 5858-5865.

Electrochemical, Spectroscopic, and DFT Study of
C<sub>60¢<[sub> (CF<sub>3<[sub>)<i><sub>n</sub><[i> Frontier Orbitals (<i>n<[i> = 25718):3€%o The Link

between Double Bonds in Pentagons and Reduction Potentials. Journal of the American Chemical 13.7 145

Polarized IR studies of C60F18 single crystals. Diamond and Related Materials, 2007, 16, 1236-1239.

X-ray structure and DFT study of C1-C60(CF3)12. A high-energy, kinetically-stable isomer prepared at 500 a1 34
A°C. Chemical Communications, 2007, , 1650-1652. ’

Radical Trifluoromethylation of Sc3N@C80. Journal of the American Chemical Society, 2007, 129,
11676-11677.

The Role of an Asymmetric Nitride Cluster on a Fullerene Cage:4€%o The Non-IPR Endohedral DySc2N@C76. 2.6 104
Journal of Physical Chemistry B, 2007, 111, 13659-13663. :
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First Ag(arene)4+ Tetrahedron. Inorganic Chemistry, 2007, 46, 8505-8507.

C78Cage Isomerism Defined by Trimetallic Nitride Cluster Size:A A Computational and Vibrational

Spectroscopic Study. Journal of Physical Chemistry B, 2007, 111, 3363-3369. 2.6 o4

Structure, Stability, and Cluster-Cage Interactions in Nitride Clusterfullerenes
M<sub>3</sub>N@C<sub>2<[sub> <i><sub>n</sub><[i> (M = Sc, Y; 2<i>n<[i> = 685798):4€%o a Density
Functional Theory Study. Journal of the American Chemical Society, 2007, 129, 11835-11849.

Violating the Isolated Pentagon Rule (IPR): The Endohedral Non-IPR C70 Cage of Sc3N@C70. Angewandte 13.8 149
Chemie - International Edition, 2007, 46, 1256-1259. )

Discovering and Verifying Elusive Fullerene Cage Isomers: Structures ofC2-p11-(C74-D3h)(CF3)12
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