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Table S1: Standard deviations of the average quantities shown in Table 2 in main text for

different hydration site categories.

Number Egw Eww Eto E %5 NmbT fene N gul/; N gg gﬁz N gﬁ/,lost
A.EnF 32 1.03 1.00 047 0.18 045 0.07 001 023 527 028
AEnU 17 0.84 1.00 032 022 053 010 002 028 656 034
AFrF 2 0.84 1.13 029 0.03 007 0.01 007 020 331 0.02
AFr.U 5 0.87 1.37 0.51 0.04 080 0.12 0.04 043 236 0.53
PEnF 45 1.55 1.24 0.61 0.18 077 0.14 049 045 688 0.27
PEnU 30 1.12 1.24 054 030 085 0.16 044 049 9.13 045
PFr.F 17 270 227 063 020 053 009 042 042 597 027
PFr.U 11 1.59 1.63 035 011 086 0.15 028 048 533 049
C.EnF 18 2.38 1.80 0.89 022 077 0.15 057 057 7.03 035
C.EnF 42 252 217 074 036 1.08 019 056 064 1254 042
Displaced sites 104 260 212 1.00 039 0.79 0.14 0.67 058 11.50 0.09
Undisplaced sites 114 273 229 076 038 1.02 0.18 065 070 11.16 0.12
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Figure S1: Normalized probability distribution plots of the interaction energy of water molecules

with their first shell neighbors, corresponding to the number density distribution plots shown in

the main text (shown in Figure 3, 5, 6 and 7). The normalized distribution plots differ from the

number density distribution plots in that integrating over the former gives unity whereas

integrating over the later gives the average number of neighbors in the first shell.
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