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Computational details

The coordinates of 5a optimized at the M06-L/6-31+G** level (no solvent model present).
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The coordinates of 5a optimized at the M06L/6-31+G**with DMSO included via the SMD approach.

1 6 0 0.043954 0.832934  -3.485259
2 6 0 0.725474 1.904674  -2.874009
3 6 0 0.866062 3.118189 -3.546258
4 6 0 0.351735 3.258371 -4.839081
5 6 0 -0.317674 2.195521 -5.446377
6 6 0 -0.482951 0.983849 -4.767204
7 7 0 1.205981 1.628016 -1.577970
8 28 0 1.422360 -0.292874  -1.384111
9 7 0 -0.037846 -0.324842 -2.679228
10 28 0 -1.485475 -0.282204  -1.344348
11 7 0 -1.438194  -2.246907 -1.286200
12 6 0 -2.552795 -2.897329 -0.708765
13 6 0 -2.548083 -2.909941 0.702018
14 6 0 -3.594572 -3.514951 1.396639
15 6 0 -4.630897 -4.134306 0.690062
16 6 0 -4.633742 -4.124357 -0.704483
17 6 0 -3.600591 -3.494638 -1.406873
18 7 0 -1.438878 -2.259242 1.282392
19 28 0 0.000065 -2.250773 -0.000106
20 28 0 1.485512 -0.282442 1.344354
21 7 0 2.840669 -0.147017 -0.041486
22 6 0 3.524638 1.080537 0.042589
23 6 0 2.823280 2.080303 0.741784
24 6 0 3.383024 3.350377 0.888853
25 6 0 4.651772 3.612704 0.362331
26 6 0 5.348207 2.617784 -0.325650
27 6 0 4.781784 1.350707 -0.496238
28 7 0 1.563983 1.669455 1.222229
29 28 0 -0.000023 1.706875 0.000097
30 7 0 -1.205948 1.627620 1.578115
31 6 0 -0.725506 1.904130 2.874225
32 6 0 -0.044001 0.832331 3.485386
33 6 0 0.482839 0.983116 4.767376
34 6 0 0.317522 2.194716 5.446665
35 6 0 -0.351876 3.257622 4.839454
36 6 0 -0.866149 3.117566 3.546595
37 7 0 0.037866 -0.325343 2.679212
38 28 0 -1.422415 -0.293266 1.384177
39 7 0 -2.840652 -0.147124 0.041515
40 6 0] -3.524679 1.080420 -0.042377
41 6 0 -2.823401 2.080323 -0.741465
42 6 0 -3.383244 3.350369 -0.888401
43 6 0] -4.652005 3.612547 -0.361844
44 6 0 -5.348357 2.617503 0.326045
45 6 0 -4.781837 1.350450 0.496497
46 7 0] -1.564090 1.669640 -1.221998
47 7 0] 1.438977 -2.258858 -1.282648
48 6 0 2.548230 -2.909650 -0.702461
49 6 0 2.552972 -2.897400 0.708328
50 6 0 3.600795 -3.494879 1.406255
51 6 0 4.633940 -4.124394 0.703676
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The coordinates of 5b%" at the M06-L/6-31+G** level (the one THF solvent molecule bound to Li is
included, but no other solvent effects are included).

1 6 0 5.155244 1.722450 0.887467
2 8 0 4.767379 0.629407 1.724770
3 6 0 5.459608 -0.525076 1.231177
4 6 0 5.715463 -0.289934 -0.263963
5 6 0 5.192192 1.131969 -0.508785
6 3 0 2.655062 0.331819 1.586196
7 7 0 0.892007 0.051846 2.327160
8 6 0 0.085761 -0.085194 3.429660
9 6 0 -1.220681 0.483367 3.358359
10 6 0 -2.075689 0.476715 4.458908
11 6 0 -1.664727 -0.112286 5.662582
12 6 0 -0.410560 -0.727688 5.732132
13 6 0 0.444413 -0.735565 4.628885
14 7 0 -1.522938 0.982554 2.080329
15 28 0 0.148948 1.405662 1.185103
16 7 0 1.918473 1.698209 0.370422
17 6 0 2.070958 2.866677 -0.318584
18 6 0 1.648203 2.904944 -1.688223
19 6 0 1.873592 4.020191 -2.489243
20 6 0 2.498392 5.159287 -1.959408
21 6 0 2.840441 5.179088 -0.604889
22 6 0 2.606058 4.067140 0.208374
23 7 0 0.980666 1.729115 -2.072113
24 28 0 1.610705 0.281894 -0.916826
25 7 0 2.334818 -1.065808 0.267516
26 6 0 2.777285 -2.120871 -0.481846
27 6 0 2.401042 -2.160868 -1.864422
28 6 0 2.936284 -3.108639 -2.734122
29 6 0 3.827000 -4.082342 -2.257677
30 6 0 4.119406 -4.129206 -0.891672
31 6 0 3.578383 -3.187407 -0.012927
32 7 0 1.435303 -1.193866 -2.179942
33 28 0 -0.424054 -1.437524 -1.508794
34 7 0 0.110152 -2.838666 -0.245496
35 6 0 -0.886168 -3.670146 0.272904
36 6 0 -1.644910 -3.089846 1.320229
37 6 0 -2.650896 -3.836727 1.939017
38 6 0 -2.892736 -5.158789 1.550453
39 6 0 -2.144431 -5.730689 0.521836
40 6 0 -1.151499 -4.983443 -0.122500
41 7 0 -1.278650 -1.784565 1.653277
42 28 0 0.586442 -1.394480 1.059850
43 28 0 -1.958058 -0.259785 0.575301
44 28 0] -0.852397 1.462194 -1.361788
45 7 0] -0.699898 2.837218 -0.004472
46 6 0 -1.945524 3.320723 0.384744
47 6 0 -3.019341 2.447060 0.093290
48 6 0 -4.323480 2.804941 0.431605
49 6 0 -4_.579065 4.041735 1.037566
50 6 0 -3.521196 4.903987 1.326798
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