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Table S1. Cartesian coordinates of the modelled compounds at their UM06/6-311G(d) optimized

geometry.
complex 1b
Center Atomic Atomic Coordinates (Angstroms)
Number Number Type X Y Z

1 23 0 0.000002 -0.131273 -0.000007
2 15 0 2.436210 -0.247619 -0.696932
3 15 0 -2.436205 -0.247615 0.696931
4 17 0 0.000005 -2.373462 0.000009
5 17 0 0.515748 0.993623 1.870182
6 17 0 -0.515751 0.993566 -1.870229
7 6 0 3.440951 -1.262731 0.434097
8 6 0 3.808442 -0.717480 1.665335
9 1 0 3.532365 0.307875 1.907979
10 6 0 4.519279 -1.477510 2.579204
11 1 0 4.803176 -1.044208 3.535365
12 6 0 4.862264 -2.789398 2.278076
13 1 0 5.418522 -3.385729 2.997764
14 6 0 4.488477 -3.340155 1.061870
15 1 0 4.747749 -4.369636 0.825666
16 6 0 3.777353 -2.581860 0.142209
17 1 0 3.477970 -3.031522 -0.801983
18 6 0 3.411505 1.287715 -0.879608
19 6 0 4.796676 1.226238 -1.038413
20 1 0 5.304713 0.262957 -1.003118
21 6 0 5.531129 2.385822 -1.221795
22 1 0 6.610702 2.330381 -1.341996
23 6 0 4.888335 3.617386 -1.247687
24 1 0 5.465546 4.528396 -1.389327
25 6 0 3.512910 3.685706 -1.089484
26 1 0 3.008131 4.648655 -1.106167
27 6 0 2.773763 2.524748 -0.904554
28 1 0 1.694253 2.585354 -0.782017
29 6 0 2.611941 -1.027056 -2.340693
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Figure S1. 'H NMR spectrum of poly(1,3-butadiene) (Table 2, entry 4).
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Figure S2. 3C NMR spectrum of poly(1,3-butadiene) (Table 2, entry 4).



Catalysts 2017, 7, x FOR PEER REVIEW

|
,JI‘L)\ B _JIJ Ik,f'\_*

70 65 60 55 50 45 40 35 30 25 20 15 10 05
ppm

Figure S3. 'TH NMR spectrum of poly(1,3-butadiene) (Table 2, entry 14).
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Figure S4. 13C NMR spectrum of poly(1,3-butadiene) (Table 2, entry 14).
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