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Table 1S. Crystallographic data and structure refinement details for 1-4.

Compound 1 2 3 4
Efg‘r?ri]ﬂ‘l’:' CasHsiN,0SisY | CagHsrN2OSCSiy | CagHsaN2OPSCSis C45Hf’/jgjl':§‘33i2'
Formula weight 642.89 508.94 698.95 820.13
T K] 100(2) 150(2) 100(2) 200(2)
Wavelength [A] 0.71073 0.71073 0.71073 0.71073
Crystal system Triclinic Triclinic Monoclinic Monoclinic
Space group P-1 P-1 P21/n P21/n
a[A] 11.1445(5) 11.1928(5) 11.4383(5) 12.6969(4)
b [A] 11.4646(5) 11.3356(5) 19.1282(8) 24.2752(9)
C[A] 15.5390(7) 15.4964(4) 18.8454(8) 15.3631(7)
@[] 94.646(2) 94.893(3) 90 90
51°] 99.027(2) 98.012(3) 103.7300(10) 94.631(4)
° 111.260(2) 111.928(5) 90 90
VA9 1806.72(14) 1785.79(13) 4005.4(3) 4719.8(3)
2 2 2 4 4
pealed [9 €M 7] 1.182 1.114 1.159 1.154
Absorption
coefficient 1.705 0.299 0.314 0.275
[mm™]
Fooo 688 652 1496 1756
dimer?sriﬁtsl[mm] 0.360.240.09 | 0.51x0.39x0.19 | 0.11x0.09x0.09 | 0.53x0.27x0.10
0 range for data 2.00-27.09 3.04-27.10 2.12-26.07 2.33-25.96
collection [°]
“14<h<14, “14<h<14, “14<h<l4, -15<h<I5,
HKL indices -14<k<14, -14<k<14, -23<k<23, -29<k<29,
-19<I<19 -19<I<19 -23<1<23 -18<I<18
Rf;:f:;;ggs 19408 28484 42934 66482
6387 6304 6579 6120

Independent




reflections
Rt [1 > 20(1)] 0.0412 0.0295 0.0365 0.0942
Completeness
99.6 98.6 995 99.9
to 9 [%]
Data /vestraints / | q,0 1 1084 1627 | 7773/14/416 7879/0/426 9226/48/531
parameters
S(F) 1.039 1.042 1.073 1.071
Final R indices R, = 0.0384, R, = 0.0421, R, = 0.0386, R, = 0.0672,
2 2
[F>25(F)] WR, = 0.0879 WR, = 0.1065 WR, = 0.0827 WR, = 0.1364
Final R indices Rl = 00554, Rl = 00564, R]_ = 00509, R]_ = 01124,
(all data) WR, = 0.0940 WR, = 0.1161 WR, = 0.0882 WR, = 0.1572
Largest diff.
peak and3 hole 0.62/-0.68 0.37/-0.35 0.30/-0.34 0.44/-0.37
[eA™]
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Figure S1. 1H NMR Spectrum (400 MHz, C6D6, 20 OC) of {(2,6-M82C6H3)NC(tBU)N(2,6-M€206H3)}Y(CH28|Meg)z(THF) (1)
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Figure S2. *C{*H} NMR spectrum (100.62 MHz, C¢Ds, 20 °C) of {(2,6-Me,CsH3)NC(tBu)N(2,6-Me,CsH3)}Y (CH,SiMes)o(THF) (1).



Figure S3. IR spectrum of {(2,6-Me,CsH3)NC(tBu)N(2,6-Me,CsH3)}Y (CH,SiMes),(THF) (1).
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Figure S4. *H NMR spectrum (400 MHz, C¢Ds, 20 °C) of {(2,6-Me,CsH3)NC(tBu)N(2,6-Me,CsHz)}Sc(CH,SiMes)o(THF) (2).
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Figure S5. *C{*H} NMR spectrum (100.62 MHz, C¢Ds, 20 °C) of {(2,6-Me,CsH3)NC(tBu)N(2,6-Me,CsH3)}Sc(CH,SiMes),(THF) (2).



Figure S6. IR spectrum of {(2,6-Me,CsH3)NC(tBu)N(2,6-Me,CsH3)}Sc(CH,SiMes),(THF) (2).
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Figure S7. *H NMR spectrum (400 MHz, C¢Dg, 20 °C) of {2-[Ph,P(0)]CsHsNC(tBu)N(2,6-Me,CgsHs3) }Sc(CH,SiMes), (3).
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Figure S8. *C{*H} NMR spectrum (100.62 MHz, C¢Ds, 20 °C) of {2-[Ph,P(0)]CsHsNC(tBu)N(2,6-Me,CsHz)}Sc(CH-SiMes); (3).
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Figure S9. *P{*H} NMR spectrum (161.99 MHz, C¢Dg, 20 °C) of {2-[Ph,P(0)]CsHaNC(tBu)N(2,6-Me,CsH3)}Sc(CH,SiMes); (3).



Figure S10. IR spectrum of {2-[Ph,P(O)]CsHsNC(tBu)N(2,6-Me,CsH3)}Sc(CH,SiMes), (3).
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Figure S12. *C{*H} NMR spectrum (100.62 MHz, C¢Ds, 20 °C) of {2-[Ph,P(NPh)]CsHsNC(tBu)N(2,6-Me,CsH3)}Sc(CH-,SiMes), (4).
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Figure S14. IR spectrum of {2-[Ph,P(NPh)]C¢H4sNC(tBu)N(2,6-Me,CgH3)}Sc(CH,SiMes), (4).
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Figure S 15. GPC of PIP sample (Table 1, entry 1).
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Figure S 17. GPC of PIP sample (Table 1, entry 2).
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Figure S 19. GPC of PIP sample (Table 1, entry 5).
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Figure S 20. *C{*H} NMR spectrum of PIP sample (Table 1, entry 5).
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Figure S 21. GPC of PIP sample (Table 1, entry 7).
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Figure S 25. GPC of PIP sample (Table 1, entry 10).
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Figure S 26. *C{*H} NMR spectrum of PIP sample (Table 1, entry 10).
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Figure S 27. GPC of PIP sample (Table 1, entry 11).
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Figure S 28. *C{*H} NMR spectrum of PIP sample (Table 1, entry 11).
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Figure S 29. GPC of PIP sample (Table 1, entry 15).
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Figure S 30. *C{*H} NMR spectrum of PIP sample (Table 1, entry 15).
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Figure S 31. GPC of PIP sample (Table 1, entry 16).
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Figure S 32. *C{*H} NMR spectrum of PIP sample (Table 1, entry 16).
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Figure S 33. GPC of PIP sample (Table 1, entry 17).
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Figure S 34. *C{*H} NMR spectrum of PIP sample (Table 1, entry 17).
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Figure S 35. GPC of polyheptene sample (Table 2, entry 2).
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Figure S 36. GPC of polyheptene sample (Table 2, entry 3).
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Figure S 37. GPC of polyheptene sample (Table 2, entry 4).
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Figure S 38. GPC of polyheptene sample (Table 2, entry 6).



SEC Summary information

S 2300/s 2400
Processing Start Time (min) =
Processing Stop Time (min) =

Number of Slices =

Weight Average Molecular Weight
Number Average Molecular Weight
Z Average Molecular Weight =
Z+1 Average Molecular Weight =

Polydispersity index =

Peak Molecular Weight =
7 Average / Weight Average =

Z+1 Average / Weight Average =

9,128
12,487
202
8485
3705
16067
25478
2,290
4406
1,893

3,003



14000

12000 -

10000 -

8000 -

Area

6000 -

4000 -

2000

0,0000 1,0000 2,0000 3,0000 4,0000 5,0000
IgM

Figure S 39. GPC of polyheptene sample (Table 2, entry 8).



