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Structure of corannulene cation

Below we give the Cartesian coordinates and partial atomic charges carried by the hydrogen and carbon
atoms of the corannulene molecular ion, as employed in our atomistic simulations. All coordinates are
given in A.

Atom type x y z q

0.949718 0.719485 0.598133 0.063726
0.949718  -0.719485 0.598133 0.063726
-0.367301 -1.156607 0.639582  -0.101897
-1.198325 0.000000 0.625876 0.235755
-0.367301 1.156607 0.639582  -0.101897
1.991511 1.479154 0.074670 0.188579
1.991511  -1.479154 0.074670 0.188579
-0.7556876  -2.371747 0.102386 0.187068
-2.448704 .000000 0.064132 0.107907
-0.755876 371747 0.102386 0.187068

0

2

0.331397 3.269232 -0.227435 -0.214911
1.640354 2.849996  -0.240500 -0.222880
3.117124 0.717081 -0.294847  -0.192637
3.117124  -0.717081 -0.294847  -0.192637
1.640354 -2.849996  -0.240500 -0.222880
0.331397 -3.269232 -0.227435 -0.214911

-2.139378 -2.438061 -0.269943 -0.164007
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-2.944386 -1.310856  -0.287206 -0.186195
-2.944386 1.310856  -0.287206 -0.186195
-2.139378 2.438061 -0.269943  -0.164007
0.105455 4.276357 -0.561363 0.195868
2.409756 3.536676  -0.576219 0.192555
3.993091 1.207186  -0.708720 0.199349
3.993091 -1.207186  -0.708720 0.199349
2.409756  -3.536676 -0.576219 0.192555
0.105455  -4.276357 -0.561363 0.195868
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H -2.561224  -3.369648 -0.643383 0.190782
H -3.956728 -1.412285 -0.665359 0.192769
H -3.956728 1.412285 -0.665359 0.192769
H -2.551224 3.369648 -0.643383 0.190782

Band positions as functions of solvation

The band positions are show as a function of the number of solvating He atoms (n). All values of n are
not measurable for every band and some gaps are therefore present.
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Figure 1: Position of band A (blue squares, right scale) versus band D (black circles, left scale).
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Figure 2: Position of band B (blue squares, right scale) versus band D (black circles, left scale).
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Figure 3: Position of band C (blue squares, right scale) versus band D (black circles, left scale).
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Figure 4: Position of band E (blue squares, right scale) versus band D (black circles, left scale).
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Figure 5: Position of band F (blue squares, right scale) versus band D (black circles, left scale).



5892 !
] | s
h "...,6' y | ol ¢ © [
5891 ] gy 'W?.‘."ooo"'o""ww - 5839
] o ALY ;
5890 - od [
] o L 5333
= 5889 & i
< o° L 5337
ﬁ .‘.\. R
% 5888 o i
g z" * 5836
[0} I L
[ 1m
% 5887 '
= ﬁ'-"T H 5835
]
5886 4 F
H L 5834
5885 lj i
.417 L 5333
wne -
5884
0 10 20 30 40 50 60

Adsorbed He atoms (n)

Figure 6: Position of band G (blue squares, right scale) versus band D (black circles, left scale).
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Figure 7: Position of band I (blue squares, right scale) versus band D (black circles, left scale).
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Figure 8: Position of band J (blue squares, right scale) versus band D (black circles, left scale).
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Figure 9: Position of band K (blue squares, right scale) versus band D (black circles, left scale).
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Figure 10: Position of band L (blue squares, right scale) versus band D (black circles, left scale).
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Figure 11: Position of band M (blue squares, right scale) versus band D (black circles, left scale).



