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Figure SI-1. MD snapshots of 1,-B;, containing Bg, in several time stages of MD simulation and at 1000
K, 1500 K and 2000 K, respectively.

S1


mailto:xczeng@phase2.unl.edu
mailto:yuanlf@ustc.edu.cn

Supplementary Material (ESI) for Chemical Communications
This journal is (c) The Royal Society of Chemistry 2010

A B,, core
30F. .. .. 500K e 1 500K |
e = - - - 1000K
1000K R 5
. 0 - 1500K
EEEE R 1500K ! N W
20r 2000K ‘ + i - - -2000K | &5
! [ - - x
<o - 2500K T 2500K
T 10l a JDPRPN | i Outer shell i
e o e “¢  Bridge |
g T I 3 A
< R . P g
& popb i : : Sy -! ’,!""~u' *..’I . -
2 B D B
2 1 X
T 12t 1 oL S i
+ Outer shell 500K
0.9} - == - Inner core 1 i
o - - - 1000K
1500K 18
06} T i - - -2000K -
i - - 2500K
03} ) i nooTX ]
i n\'"‘-"' .'. Sy Y 4 ""'.l.““" KRR iy 1: “‘\\ ;’;‘l\'\... .._(_“6_
L L L 41~ et it R ppe——
0.5 1.0 1.5 0.0 2.0 4.0 6.0
Time (ps) Distance (angstrom)

Figure SI-2. (A) Root mean squared distances (RMSDs) of 1,-B;, containing Bg, at different temperatures.
(B) RMSDs of outer shell and inner core at 1500 K. (C) Radial distribution functions (RDFs) and (D) B-B
pair distribution functions (PDFs) at various temperatures. In computing RDFs, the centre of icosahedral
B;, core is set as the origin of the coordinate
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Figure SI-3. (A) Structures and relative energies (in eV), calculated at TPSS/6-311G(2d) //PBE/GTH-
DZVP level, of the top 6 low-lying isomers A1-A6. Energy of the Al is set as zero, and the icosahedral
By, cores are highlighted in red. The relative energy between Al and A6, calculated by MP2/6-
31G(d)//PBE/GTH-DZVP level, is given in parenthesis. (B) Distribution of B-B bond lengths of A1-A#6,
and that of the fullerene Bgy.
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