Text S2.
[ CHT ]
[ atoms ]

C4
Cs
N1
C6
C7
C8
06
H41
H42
H51
H52
H61
H62
H63
H71
H72
H73
HS81
H82
HS83
H6

CTL 0.333680
CTL -0.131150
N3L 0.102004
CTL -0.405317
CTL -0.405317
CTL -0.405317

OHL
HIL
HIL
HPL
HPL
HPL
HPL
HPL
HPL
HPL
HPL
HPL
HPL
HPL

HOL

[ bonds ]

C4
C4
C4
C4
Cs
Cs
Cs
NI
NI
NI
C6
C6
C6
C7
C7
C7
C8
C8
C8
06

Cs
06
H41
H42
N1
H51
HS52
Cé
C7
C8
He61
H62
H63
H71
H72
H73
H81
HS82
HS83
H6

-0.695328

0.002700
0.002700
0.155329
0.155329
0.202032
0.202032
0.202032
0.202032
0.202032
0.202032
0.202032
0.202032
0.202032
0.472397
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