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Figure S1. The '"H NMR spectrum of 1 (200 MHz, DMSO-ds).
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Figure S2. The '*C {'"H} NMR spectrum of 1 (50 MHz, DMSO-dg).
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Figure S3. The '"H NMR spectrum of 2 (200 MHz, CDCl5).
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Figure S4. The *C{'H} NMR spectrum of 2 (50 MHz, CDCl5).
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Figure S6. The *C{'H} NMR spectrum of 4 (50 MHz, CDCl5).
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Figure S7. The 'H NM R spectrum of 5 (400 MHz, CDCl3).
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Figure S9. The 'H NMR spectrum of 6 (200 MHz, DMSO-ds).
8ER8BR RBA 0@ e ®
FEEERR  AET FER8
NS YV NT NG
1
|
1
1 |
|
1 ¢ 1! |
1
26@ .1."30 Léﬂ lT:"(] lé[} léﬂ l‘l‘+U }.éﬂ 1I29 liﬂ l(llﬂ Qlﬂ EIU ?IG GIIU SIU 40 3I'U 2IU llﬂ {IJ
d (ppm)

Figure S10. The *C{'H} NMR spectrum of 6 (50 MHz, DMSO-dg).
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Figure S11. The 'H NMR spectrum of 7 (200 MHz, CDCl3).
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Figure S12. The '*C{!H} NMR spectrum of 7 (50 MHz, CDCl3).
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Figure S14. The '*C{'H} NMR spectrum of 8 (50 MHz, CDCl3).
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Figure S16. The 1*C {'"H} NMR spectrum of 9 (100 MHz, CDCls).
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Figure S17. The 'H NMR spectrum of 10 (200 MHz, CDCI;).
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Figure S18. The 1*C{'"H} NMR spectrum of 10 (50 MHz, CDCls).
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Figure S19. T he '"H NM R spectrum of 11 (400 MHz, DMSO-ds).
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Figure S20. The *C{'H} NMR spectrum of 11 (100 MHz, DMSO-ds).
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Figure S21. T he '"H NMR spectrum of 12 (400 MHz, CDCl5).
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Figure S22. The '*C {'H} NMR spectrum of 12 (100 MHz, CDCI;).
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Figure S23. T he 'H NM R spectrum of 13 (400 MHz, DMSO-d).
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Figure S24. The '*C {'"H} NMR spectrum of 13 (100 MHz, DMSO-ds).
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Figure S25. T he '"H NMR spectrum of 14 (400 MHz, CDCl5).

220 23 ¥ 5SRELIR

£IE4 e § TRE8H8R

[ P [ RN
I

1900 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 C
d (ppm)

Figure S26. The 1*C{'H} NMR spectrum of 14 (100 MHz, CDCI;).
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Table S1. Crystal data and structure refinement for 8 and 15.

Compound 8 15
Empirical formula CoH27NO, S, C21H2sNO2 S,
Formula weight 401.56 387.54
Temperature, K 298(2) 298(2)
Wavelength, A 0.71073
Crystal system Monoclinic Triclinic
space group P2(1)/n P-1
Unit cell dimensions
a, A 9.3517(7) 9.5246(9)
b, A 15.8237(11) 9.9168(11)
c, A 15.0865(10) 11.0339(9)
alpha , deg. 90 88.784(8)
beta, deg. 106.800(2) 87.994(7)
gamma, deg. 90 82.011(9)
Volume, A’ 2137.2(3) 1031.30(17)
V4 4 2
Calculated density, Mg/m® 1.248 1.248
Absorption coefficient, mm! 0.265 0.273
F(000) 856 412
Crystal size, mm 0.33x0.17x0.12 0.36 x 0.24x 0.15
Theta range for data collection, deg. 2.304 - 26.022 2.888 - 26.021
Limiting indices -11<h<11 -11<h<11
-19<k<19 -12<k<12
-18<1<18 -13<1<13
Reflections collected / unique 28454 /4210 [R(int) = | 17741/4059 [R(int) =
0.0477] 0.1186]
Completeness to theta = 25.242, % 99.8 99.8
Absorption correction Semi-empirical from Analytical
equivalents
Max. and min. transmission 0.9582 and 0.8453 0.964 and 0.927
Refinement method Full-matrix least-squares | Full-matrix least-squares
on F? on F?
Data / restraints / parameters 4210/0/258 4059 /0/243
Goodness-of-fit on F* 1.070 1.039
Final R indices [[>2sigma(])] R1=0.0468, wR2 = R1=0.0522, wR2 =
0.1236 0.1237
R indices (all data) R1=0.0625, wR2 = R1=0.0677, wR2 =
0.1321 0.1354

Largest diff. peak and hole, e- A~

0.225 and -0.271

0.314 and -0.331
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