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Figure S1 *H NMR spectrum of i-butyl Tgin CDCls.
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Figure S2 'H NMR spectrum of i-butyl-ethyl Tg in CDCls.
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Figure S3 *H NMR spectrum of i-butyl-propyl Tg in CDCls.
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Figure S4 'H NMR spectrum of i-butyl-propyl chloride Tg in CDCls.
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Figure S5 *H NMR spectrum of i-butyl-vinyl Tg in CDCls.
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Figure S6 'H NMR spectra of i-butyl-phenyl Tg in CDCls.
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Figure S7 3C NMR spectrum of i-butyl Tgin CDCls.
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Figure S8 *C NMR spectrum of i-butyl-ethyl Tg in CDCls.
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Figure S9 C NMR spectrum of i-butyl-propyl Ts in CDCls.
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Figure S10 C NMR spectrum of i-butyl-propyl chloride Tg in CDCls.
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Figure S11 C NMR spectrum of i-butyl-vinyl Tg in CDCls.
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Figure S12 3C NMR spectrum of i-butyl-phenyl Tg in CDCls.

100

140

S7



Electronic Supplementary Information (ESI)

-67.903

T T T T T T T T T T
0 -10 -20 -30 -40 -50 -60 =70 -80 -90 PPmM

Figure S13 Si NMR spectrum of i-butyl Tgin CDCls.
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Figure S14 °Si NMR spectrum of i-butyl-ethyl Tg in CDCls.
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Figure S15 2Si NMR spectrum of i-butyl-propyl Ts in CDCls.
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Figure S16 2°Si NMR spectrum of i-butyl-propy! chloride Tg in CDCls.
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Figure S17 2Si NMR spectrum of i-butyl-vinyl Tg in CDCls.
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Figure S18 2°Si NMR spectrum of i-butyl-phenyl Tg in CDCls.
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1 129.7569 3050 14.6 16.4 15725
2 144.9565 2829 13.6 15.2 15030
3 160.9967 2630 12.6 14.3 17666
4 233.5693 2630 12.6 154 22763
5 296.8383 4447 21.3 280 24163
6 296.9355 3059 14.6 19.2 19042
7 4132676 6285  30.1 357 5001
8 419.0935 3217 15.4 17.8 30305
9 441.2977 3613 17.3 19.2 5005
10 507.3114 6868 32.9 329 4565
11 555.5093 3078 14.7 13.6 6041
12 557.5137 3051 14.6 13.5 4791
13 577.4819 2829 13.6 125 4320
14  591.4947 3499 16.8 15.8 5058
15 605.4999 2779 13.3 12.4 4833
16 617.5219 331 15.9 15.0 5378
17 801.6871 2873 13.8 13.9 5046
18 827.7073 2715 13.0 13.3 5156
19 873.3322 3843 18.4 19.7 4951
20 8743275 3124 15.0 15.8 5662
21 895.3072 20880 100.0 1139 5299
22 896.3086 15829 75.8 86.1 5122
23 897.3086 12315 59.0 66.7 5352
24 898.3069 6106 29.2 325 5157
25 899.3106 2739 13.1 13.9 5220
26 14428367 3183 15.2 242 48906
27 1443.0690 2717 13.0 205 40664
28 2094.7278 2932 14.0 201 68883
29 2338.9265 5201 24.9 356 71446
30 2937.6458 3077 14.7 221 78011

Figure S19 ESI-MS spectrum of i-butyl Tsg.
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14 755.1504 7111 100.0 615 5051
15 756.1489 4575 643 387 5163
16 757.1509 4109 578 346 4810
17 758.1512 1738 244 13.1 4161
18 761.1985 3230 454 26.8 4790
19 762.1948 2438 343 196 5224
20 763.1978 2004 282 157 4861
21 783.1813 5730 806 516 5060
22 7841801 4189 589 371 5464
23 785.1813 3496 492 306 4538
24 T786.1866 1803 254 145 4767
25 T789.2265 1806 254 146 4517
26 811.2123 3364 473 30.8 5230
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28 813.2131 2211 311 194 4804
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Figure S20 ESI-MS spectrum of i-butyl-ethyl Ts.
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773.2662 6095 38.6 375 4664
781.2512 6248 395 389 5206
10 785.2434 11275 71.4 72.0 5305
11 786.2422 7184 455 452 5339
12 787.2578 5884 37.2 36.7 4401
13 791.2753 4331 274 26,6 4585
14 799.2538 15569 98.5 101.8 5239
15 800.2557 10125 641 65.6 5316
16 801.2579 7440 471 47.7 4893
17 803.2439 4319 273 269 4770
18 813.2651 15801 100.0 105.0 4810
19 814.2664 10032 63.5 66.0 4818
20 815.2666 7398 46.8 48.2 4752
21 817.2533 4592 291 29.2 4879
22 8252223 5335 33.8 346 5176
23 827.2733 11963 75.7 804 4719
24 828.2774 7810 494 51.8 4931
25 829.2768 6019  38.1 39.5 4658
26 839.2387 4549 28.8 298 5308
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29 871.2657 5039 319 346 5268
30 885.2805 5236  33.1 36.7 5134
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Figure S21 ESI-MS spectrum of i-butyl-propyl Ts.
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Figure S22 ESI-MS spectrum of i-butyl-propy! chloride Ts.
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3 753.1374 22169 57.7 56.3 5025
4 754.1389 14088 36.7 354 4665
5 755.1376 10668 27.8 26.6 4612
6 770.1628 5385 14.0 131 5266
7 775.1190 23715 61.7 61.4 4739
8 776.1218 16617 43.2 427 4703
9 7771178 12200 31.7 311 4815

10  778.1196 5657 14.7 139 4786
11 783.1848 36025 93.7 944 4823
12 784.1835 25609 66.6 669 4992
13 785.1846 18205 47.4 473 4475
14  786.1843 8800 229 224 4655
15 800.2114 11213 29.2 291 5042
16  801.2143 8034 209 206 4740
17 802.2135 6196 16.1 157 4724
18 805.1676 38436 100.0 1027 4791
19 806.1681 25335 659 674 4701
20 807.1662 19989 52.0 53.0 4894
21 808.1679 9062 236 235 4872
22 809.1648 5476 14.2 13.8 4761
23 813.2313 17162 44.7 456 4935
24 8142331 12693 33.0 335 4855
25 8152324 9658 251 253 5034
26  830.2567 6564 171 171 4815
27 8352162 17663 46.0 479 4763
28  836.2163 12692 33.0 342 4947
29  837.21M 9374 244 25.0 4843
30 2338.9665 5520 14.4 14.4 70063

Figure S23 ESI-MS spectrum of i-butyl-vinyl Te.

S15



Electronic Supplementary Information (ESI)

|_|+ Calcd: m/z973.1686 é@ H+
W Found : m/z 973.1886

S 1o ol o
3 Calcd: m/z 953.1999 Fi‘:;:',";//zzg;:; 11367632
Calcd: m/z933.2321  Found : m/z 953.2008 : ' [ |
Found : m/z 933.2221 8
Calcd: m/z 1033.0747
\ \ Found : m/z 1033.1185
A i b AMARAL \ mlm} “ ml hh“lh “hm.. LU
920 940 960 980 1000 1020 miz
# miz | 1% SIN Res.
1 4132620 688 32.7 499 4146
2 8751498 571 272 234 4685
3 9220004 594 283 222 5516
4 9332221 1131 53.8 43.1 5278
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6 9352198 843 40.1 31.8 4833
7 9502470 1197 56.9 474 5025
8 9512481 1058 50.3 41.8 5041
9 9522387 793 377 30.9 4947

10 953.2008 1457 69.3 58.6 4431
1 954.2005 1112 529 443 4704
12 9551965 1353 644 545 5413
13 956.1956 805 383 31.6 5143
14 9702131 2102 100.0 88.7 5014
15 9712119 1845 87.8 77.7 4956
16 9722087 1423 67.7 59.6 4838
17 9731886 1441 68.6 60.5 4576
18 9741695 978 46,5 405 4772
19 9751651 1257 59.8 52.8 5182
20 9761722 896 426 37.1 5558
21 9771627 568 27.0 22.8 5260
22 990.1813 1878 89.3 82.7 5235
23 9911833 1692 80.5 74.5 4880
24 9921842 1335 63.5 58,5 4597
25 9931662 950 452 411 4391
26 995.1471 793 377 341 4751
27 996.1438 580 276 244 5122
28 1010.1555 887 422 399 5619
29 1011.1489 923 439 41.7 4900
30 10121470 687 327 30.6 5024

Figure S24 ESI-MS spectrum of i-butyl-phenyl Ts.
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Figure S25 DSC heating thermograms of i-butyl Tsand mixed-substituent Ts.
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Figure S26 DSC cooling thermograms of i-butyl Tsand mixed-substituent Ts.
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Figure S27 XRD patterns of mixed-substituent T, i-butyl Tg, and simulated of i-butyl Ts.[1]
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