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SUPPLEMENTARY MATERIAL
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Figure S1: Cohesive energies of the He-filled (left panels) and empty (right panels) ice IT and

ice XVII as a function of the lattice constant a and ratio r. Symbols indicate the computed
values from the PW86PBE/-D4/-XDM calculations.
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Figure S2: Average bond length and distances in A for the empty and He-filled ice II

structures considered in this study.
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Empty Ice XVII

, K g o
Q “a M
N ¢ o ¢ &
V‘ | & Q el
“ ’ :“:I ‘:‘:i
¥ R 4
“ sz
He(, ,\@Ilce XVII
‘& \‘.0‘ \' [ 4
P
,‘r" ). |‘ /.*’\I‘: /‘* 6.55
v‘ \\' - -‘,’l’\ o /i"’\
! e T 650
286 _ / < ,‘#.\3/ B
’___' x . R ) R °
654
He, /,@Ice XVII
t ro- . ¥
« 5 o 2.72
- Q. "
- ‘;#\f.!,'* 4.89
N o i 6.04
1 ’ “ 3 /4‘ R .
\ ‘ ‘\' ° .\r
276  / A8 O
’—_t____,k L X o &x °
o
He(2 /2)@Ice XVII
L. S RNEN 0O, Q0 0, ;0
‘ Pt Y PP o 1 N W SN o
& ¢ 0°¢ / ¥ X X X
- ,\\'_ ‘:“\ro'/o&i‘\' 5.98 6.05 (%) f--yo o ‘.’*.'O
|‘ { ’,‘.,L\o’,.'»» ° OQ__#\O 9*"‘\0
o288 [/ ¢ SO°¢ °
y—= “0 "6 Q . o
He;/;5@lce XVII
« x °O:n
SIS Jo-§
v S “ ) ‘,“
\ ' N X N
\‘ / ‘:,‘;I oo‘\"‘
3.30 ¢ '3

WG %
=X L-;‘og X o o
> 6.77 se—ob

Figure S3: Average bond length and distances in A for the empty and He-filled ice XVII
structures considered in this study.



