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Table S1. Temperature Dependence of Lorentzian Parameters: *C Spectra of 1]

Temp. @e(l) oz(1) o) po(l) (1) (Al @@ 0z2(2) o2 Ppo(2) 1.(2) (Al)2 (Al)s
288 0.06 007 007 12230 7897 1543 0.06 0.05 0.06 125.07 81.00 11.65 13.54
289 008 006 007 12229 73.19 1294 0.07 0.06 0.07 125.08 77.81 1354 13.24
290 007 006 007 12232 76.11 1279 0.07 0.06 0.07 12512 8227 13.76 13.28
291 009 0.08 009 12228 77.73 13.99 0.09 0.13 012 12514 7893 12.68 13.33
292 009 008 008 12234 78.83 1381 0.09 0.07 0.08 12519 8256 13.04 13.42
293 011 0.09 010 12229 76.03 13.68 0.16 0.14 0.15 125.04 83.94 13.44 13.56
294 012 0.09 010 12234 7399 1241 0.11 0.09 0.11 12514 8393 13.92 13.17
295 014 011 0.12 12229 7844 13.05 0.16 0.11 0.12 12509 75.18 13.69 13.37
296 012 010 0.11 12236 77.16 12,60 0.09 0.10 0.10 12516 79.69 14.12 13.36
297 010 0.12 0.11 12232 7403 1326 0.16 0.17 0.17 12511 7331 13.70 13.48
298 012 0415 0.14 12237 77.82 1083 0.12 0.10 0.11 12517 82.06 14.96 12.90
299 012 010 0.11 12237 79.99 1224 0.15 0.16 0.15 12517 83.48 1244 12.34
300 016 012 013 12231 77.70 10.32 0.13 0.07 0.10 12512 8396 1440 12.36
301 015 0.10 0.12 12224 7287 1216 0.15 013 014 12512 76.49 9.75 10.96
302 019 015 0.17 12233 7546 947 023 0.09 016 12509 80.38 12.78 11.13
303 0.16 0.10 0.13 12233 76.10 11.28 0.23 0.13 0.18 12510 89.28 8.92 10.10
304 020 013 0.16 12233 79.75 6.68 025 0.09 025 12509 9999 1043 855
305 012 013 0.12 12236 80.18 799 0.25 016 019 12511 8740 6.63 7.31
306 022 011 015 12235 77.38 631 028 012 0.20 12512 9229 593 6.12
307 016 011 0.13 12236 88.85 522 0.16 0.07 011 12513 9698 650 5.86
308 016 015 0.15 12234 89.69 409 0.17 012 015 12512 8789 482 4.46
309 015 014 014 12240 9311 369 0.17 0415 0.7 12519 90.08 4.06 3.87
310 015 012 013 12235 91.60 3.07 0.13 013 013 12514 9500 339 3.23
311 ~ ~ 0.14 12241 9325 2.29 ~ ~ 0.13 12520 100.00 3.11 270
312 ~ ~ 0.12 122.41 90.55 1.43 ~ ~ 012 12520 9999 175 159
313 ~ ~ 0.10 12239 89.95 1.95 ~ ~ 0.09 12518 9999 221 2.08
314 ~ ~ 0.10 12242 89.05 1.13 ~ ~ 0.09 12521 9999 156 134
315 ~ ~ 0.08 12239 89.86 1.71 ~ ~ 0.08 12518 9999 214 192
316 ~ ~ 0.08 12242 9168 1.12 ~ ~ 0.08 12522 100.00 160 1.36
317 ~ ~ 0.08 12243 9097 1.18 ~ ~ 0.07 12522 100.00 113 1.16
318 ~ ~ 0.08 12242 9411 131 ~ ~ 0.07 12522 99.99 112 121
319 ~ ~ 0.07 12243 90.00 1.06 ~ ~ 0.06 12522 9999 124 115
320 ~ ~ 0.07 12243 9721 1.06 ~ ~ 0.07 12523 9999 138 122
321 ~ ~ 0.06 12243 99.37 0.92 ~ ~ 0.05 12522 100.00 1.16 1.04
322 ~ ~ 0.05 12244 9995 0.90 ~ ~ 0.05 12523 9999 122 1.06
323 ~ ~ 0.05 12244 99.38 0.99 ~ ~ 0.05 12524 9999 143 121

[a] Maximum intensities, lo, and chemical shifts at maximum intensity, po, were calculated using the

intensities and chemical shifts of the E- and Z-signals below 310 K (Eq. 11-12). The full spectral widths at
half maximum intensity of the Lorentzian function o, are weighted values determined by the we and oz of
the E- and Z-signals, respectively (Eg. 13). [b] The Lorentzian quality-of-fit parameters (Al)1 and (Al)2 of
the two inner peaks of the *C quartet 1 and 2, respectively, were calculated using o, po, and lo (Eq. 9) and
were averaged to generate (Al)s (Eqg. 10).
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Table S2. Temperature Dependence of Lorentzian Parameters: 1°F Spectra of 1]

Temp. oe(l) oz(1) o) po(l) (1) (Aln
288 002 002 002 -71.20 86.08 4.06
289 0.02 0.02 0.02 -71.21 85.87 4.03
290 0.02 0.01 0.02 -71.20 84.77 4.07
291 0.02 0.02 0.02 -71.20 8439 4.02
292 0.02 0.02 0.02 -71.19 8376 4.10
293 0.03 0.02 0.02 -71.19 8428 4.00
294 0.03 0.02 0.02 -71.19 8572 3.89
295 0.03 0.02 002 -71.19 8520 3.84
296 004 002 002 -71.20 86.83 353
297 0.03 0.02 0.03 -71.19 86.83 3.60
298 0.05 0.03 0.04 -71.16 9031 3.23
299 0.04 0.04 0.04 -71.18 90.08 2.87
300 0.04 003 004 -7097 9330 279
301 0.06 0.02 0.05 -7093 09362 230
302 003 003 0.03 -7094 9444 225
303 0.04 0.03 0.04 -7091 9498 1.60

304 0.04 0.04 0.04 -7095 097.04 1.66

305 0.03 -70.90 100.00 1.21
306 ~ ~ 0.03 -70.89 100.00 0.84
307 ~ ~ 0.03 -70.88 99.99 0.56
308 ~ ~ 0.03 -70.92 100.00 0.78
309 ~ ~ 0.03 -70.91 100.00 0.88
310 ~ ~ 0.03 -70.91 9999 0.66
311 ~ ~ 0.02 -70.90 99.99 0.52
312 ~ ~ 0.02 -70.90 99.99 0.78
313 ~ ~ 0.02 -70.89 99.99 053
314 ~ ~ 0.02 -70.88 99.99 042
315 ~ ~ 0.01 -70.87 99.90 0.28
316 ~ ~ 0.01 -70.87 99.99 0.34
317 ~ ~ 0.01 -70.86 100.00 0.22
318 ~ ~ 0.01 -70.83 99.99 0.35
319 ~ ~ 0.01 -70.83 99.99 0.40
320 ~ ~ 0.01 -70.82 9999 031
321 ~ ~ 0.01 -70.81 100.00 0.25
322 ~ ~ 0.01 -70.81 99.99 0.28
323 ~ ~ 0.01 -70.80 100.00 0.28

[a] Maximum intensities, lo, and chemical shifts at maximum intensity, po, were calculated using the
intensities and chemical shifts of the E- and Z-signals below 304 K (Eq. 11-12). The full spectral widths at
half maximum intensity of the Lorentzian function o, are weighted values determined by the we and oz of
the E- and Z-signals, respectively (Eq. 13). [b] The Lorentzian quality-of-fit parameters (Al)1 was calculated
using o, po, and lo (Eq. 9) and were averaged to generate (Al)s (Eq. 10).
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