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Distance from surrounding methane molecules to the central methane for the first 5'2
cage in B (top) and C (bottom).
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Number of methane molecules coordinating the methane at the centre of the first 5'26> cage for system A (top) and C (bottom).
‘Total” shows the total coordination number, ‘final’ shows only the contribution from the methane molecules that coordinate the
complete cage.



Electronic Supplementary Material for PCCP
This journal is © The Owner Societies 2008

30

Coordination around central methane

—— hydrate
——total

—final

Time / ns

30

25 I

I!Iml‘

20 4 ni|| e |‘| Il lulnn |“M||U !l”l ll}."“"\l

mw

15 4 |
|

| —— hydrate
1 I|| Il \‘| "I n i —final

f W | ——total
o L i

5 10 15 20 25

Time / ns

o

Coordination around central methane

Fig. 16 Number of water molecules coordinating the methane at the centre of the first 5'%6 cage for system A (top) C (bottom).

‘Total” shows the total coordination number, ‘final’ shows only the contribution from the methane molecules that coordinate the

complete cage. ‘Hydrate’ shows the total number of water molecules in the solvation shell that were assigned to the hydrate local
phase.
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