Electronic Supplementary Material (ESI) for Nanoscale.
This journal is © The Royal Society of Chemistry 2016

Supplement material

=) 42 — S5-Ge
S i —  Slide-2x2
=
=
L 425
)
%” B
> 43
V] e e ]
&
e i
=
g 4351
]
= s
_4 4 1 | L | 1 | 1 | L
0 100 200 300 400 500

Temperature (K)
Fig. S1 Helmbholtz free energy of S-Ge and slide-2x2 with respect to temperature.
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Fig. S2. Snapshots of S-Ge and P-Ge at the end of two independent 10 ps AIMD
simulations: (a) S-Ge, (b) P-Ge. The time step is 2 fs.



