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Fig. S1 Phonon band structure of S-graphene
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Fig. S2 Snapshots of (a, b)S-graphene, (c, d)D-graphene and (e, f)E-graphene after a 3ps FPMD simulation at

500K
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Fig. S3 Relative energies of new structures. The configuration of uududu allotrope is MITT
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Fig. S4 (a) Crystal structure and (b) electronic structure of A-graphene
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Fig. S5 (a) Crystal structure and (b) electronic structure of B-graphene
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Fig. S6 (a) Crystal structure and (b) electronic structure of T,-graphene




Electronic Supplementary Material (ESI) for Nanoscale
This journal is © The Royal Society of Chemistry 2013

§ |
(d)

¢ 9 X ™~

—. :
.— -. "

?¢¢ ¢
eee o

i .
¢
)

(c

*

Fmergs (eV)

Encrgy (V)

Fig. S7 crystal structures and band structures of metallic (a, b) S3-graphene, (c, d) T3-graphene and (e, f)

graphene allotrope with configuration of TTL T 1.



