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Fig. S1 (a) 'H HMR (500 MHz) and (b) *C NMR (100 MHz) of 1 in CDCls

Fig. S2 (a) '"H HMR (500 MHz) of 2 in acetone-d¢ and (b) '*C NMR (125 MHz) of 2 in CDCls.

Fig. S3 (a) '"H HMR (400 MHz) of 3 in acetone-d¢ and (b) '*C NMR (125 MHz) of 3 in CDCls.

Fig. S4 (a) 'H HMR (500 MHz) and (b) '*C NMR (125 MHz) of BBT-Si in CDCl.

Fig. S5 (a) 'H HMR (500 MHz) and (b) 3C NMR (125 MHz) of PHDT-Si in acetone-de.

Fig. 6 DEPT 3C HMR (125MHz) of (a) BBT-Si in CDCl; and (b) PHDT-Si in acetone-ds.

Table S1 Geometrical coordinates of the optimized BBT-Si.

Table S2 Geometrical coordinates of the optimized PHDT-Si.
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Fig. S1 (a) 'H HMR (500 MHz) and (b) '*C NMR (100 MHz) of 1 in CDCl;.
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Fig. S2 (a) '"H HMR (500 MHz) of 2 in acetone-de and (b) '*C NMR (125 MHz) of 2 in CDCl;.
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Fig. S3 (a) '"H HMR (400 MHz) of 3 in acetone-de and (b) '*C NMR (125 MHz) of 3 in CDCl;.
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Fig. S4 (a) 'H HMR (500 MHz) and (b) '*C NMR (125 MHz) of BBT-Si in CDCls.
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Fig. S5 (a) 'H HMR (400 MHz) and (b) '*C NMR (125 MHz) of PHDT-Si in acetone-de.
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Fig. S6 DEPT 3C HMR (125 MHz) of (a) BBT-Si in CDCl; and (b) PHDT-Si in acetone-ds.
S7



Table S1 Geometrical coordinates of the optimized BBT-Si.

Cartesian coordinates:

Center

Number Number Type
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Coordinates (Angstroms)

X
-3.119904
-1.832771
-0.657524
-0.801979
-2.062460
-3.195193
-4.163786
-1.925265
0.064485
-2.114484
-4.146148
-1.133078
1.832775
3.119918
3.195208
2.062473
0.801990
0.657527
1.925251
4.146155
2.114510
-0.064463
1.133063
3.526029
-3.526045
4.163773
5.988232
-5.988261
6.859480
6.787580
7.924054
6.446373
6.770829
6.272723
7.828184

Y
0.395892
-0.281924
0.347009
1.601556
2.268648
1.690831
-0.331408
-1.509940
2.089081
3.251470
2.211422
-2.216509
0.281938
-0.395866
-1.690795
-2.268612
-1.601534
-0.346993
1.509964
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1.108499
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-1.162709

-0.637647
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V4
0.355748
0.309956
0.865408
1.415647
1.464122
0.957487
-0.234285
-0.329328
1.851744
1.923589
1.006525
-0.526412
0.309968
0.355760
0.957506
1.464146
1.415668
0.865413
-0.329310
1.006555
1.923612
1.851787
-0.526390
-0.840725
-0.840733
-0.234311
-0.428639
-0.428621
-1.298770
-0.725881
-1.422209
-2.295447
1.274067
1.835356
1.177072
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Table S2 Geometrical coordinates of the optimized PHDT-Si.

Cartesian coordinates:

Center

Number Number Type
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Coordinates (Angstroms)

X
2.820351
3.601599
2.966937
1.552089
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