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Supplementary Information (ESI)
Coordinates and absolute energies (a.u.) at the B3LYP/6-311G** level of theory of all studied
compounds 1-9:

1

E=-707.3803313 a.u.

1 6 0 1.780083 -0.236465 0.104093
2 6 0 2.561121 0.891953 -0.215184
3 6 0 3.948841 0.767448 -0.269111
4 6 0 4.555321 -0.456965 -0.015648
5 6 0 3.783698 -1.576844 0.296367
6 6 0 2.400946 -1.461226 0.363363
7 7 0 0.384932 -0.057260 0.160887
8 8 0 2.022517 2.112423 -0.477191
9 1 0 4.529958 1.646573 -0.518807
10 1 0 5.635130 -0.536196 -0.060427
11 1 0 4.256383 -2.528492 0.505887
12 1 0 1.795440 -2.314590 0.645924
13 6 0 -0.567668 -0.933847 -0.126474
14 6 0 -1.920464 -0.576707 -0.063192
15 6 0 -2.277508 0.807194 0.257260
16 6 0 -3.680828 1.113414 0.259982
17 6 0 -4.617809 0.156428 -0.023207
18 6 0 -4.256702 -1.184211 -0.337464
19 6 0 -2.935128 -1.532352 -0.358470
20 8 0 -1.396095 1.685236 0.513487
21 1 0 1.062240 2.063159 -0.569740
22 1 0 -0.064025 0.860780 0.450851
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E=-869.1605773 a.u.
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