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Table 1S:  Number of atoms and cell dimensions of the

Li-ultraphosphate glasses, x Li2O ( (1-x) P2O5. 



x
Number of atoms
Simulation cell dimensions (Å)

0.0
336
16.8 x 16.8 x 12.6

0.1
396
23.3 x 15.6 x 15.6

0.2
372
22.9 x 15.4 x 15.4

0.3
348
22.7 x 15.2 x 15.2

0.4
324
22.3 x 14.9 x 14.9

0.5
360
21.4 x 16.0 x 16.0

Fig. 1S: A comparison of the experimental G(r) for a lithium metaphosphate glass (x = 0.5) obtained from neutron diffraction46 (solid line), X-ray diffraction47 (upper offset solid line) and the MD simulation G(r) (dashed line). It should be noted that natural lithium has a negative neutron scattering length, such that the pair distribution correlations between Li-O and Li-P produce a negative peak in the G(r) [ See Eqn. 1 of Ref. 46]. These negative peaks have been included in the MD simulated G(r) for direct comparison to the neutron diffraction results. 
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Fig. 2S: Pair distribution function  for the Li-O atomic pair for the xLi2O·(1-x)P2O5 glass at 300 K from MD simulations as a function of Li2O concentration.
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Fig. 3S: Pair distribution function  for the Li-P atomic pair for the xLi2O·(1-x)P2O5 glass at 300 K from MD simulations as a function of Li2O concentration.

[image: image3.wmf]r (Å)

1

2

3

4

5

6

g(r)

x 

= 0.1

x 

= 0.15

x 

= 0.2

x 

= 0.25

x 

= 0.3

x 

= 0.4

x 

= 0.5


Fig. 4S: Pair distribution function  for the Li-Li atomic pair for the xLi2O·(1-x)P2O5 glass at 300 K from MD simulations as a function of Li2O concentration.
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