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NMR Spectra
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Figure S1. 'H NMR spectrum of compound 2’ (DMSO-ds, 400 MHz)
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Figure S2. 1B{*H} NMR spectrum of compound 2’ (DMSO-ds, 193 MHz)
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Figure S3. 13C NMR spectrum of compound 2’ (DMSO-ds, 151 MHz)
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Figure S4. 'H NMR spectrum of compound 5a (DMSO-ds, 400 MHz)
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Figure S5. !B NMR spectrum of compound 5a (DMSO-ds, 193 MHz)
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Figure S6. 3C NMR spectrum of compound 5a (DMSO-ds, 151 MHz)
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Figure $7. 'H NMR spectrum of compound 5b (DMSO-ds, 400 MHz)
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Figure S8. 1B NMR spectrum of compound 5b (DMSO-ds, 193 MHz)
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Figure S9. 33C NMR spectrum of compound 5b (DMSO-ds, 151 MHz)
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Figure S10. *H NMR spectrum of compound 5¢ (DMSO-ds, 400 MHz)
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Figure S11. 1B NMR spectrum of compound 5¢ (DMSO-ds, 193 MHz)
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Figure S12. 13C NMR spectrum of compound 5¢ (DMSO-de, 151 MHz)
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Figure S13. 'H NMR spectrum of compound 2 (CDCls, 500 MHz)
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Figure $14. H{'B} NMR spectrum of compound 2 (CDCls, 500 MHz)

7Y

S-8



——-4.89

——-5.56
-8.03
-12.16
-13.12

~own o < <+ ™M ™M~ O
™M N o n O n ™M N ©
~ o m < O r~ n O
- N N N N mmam
[ 1 I [ [ |

H,N

M\J\/\N\ |

Tﬁfﬁfﬁf TN o

30 5 ppm
Figure 515. g NMR spectrum of compound 2 (CDCI3, 160 MHz)
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Figure $16. 13C NMR spectrum of compound 2 (CDCls, 126 MHz)
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Figure $17. 2D !B-!1B COSY spectrum of compound 2 (CDCls, 160 MHz)
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Figure $18. 2D H-H{*'B} COSY spectrum of compound 2 (CDCls, 500 MHz)
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Figure S19. 2D H{'!B}-!1B HMQC spectrum of compound 2 (CDCls;, 500 MHz)
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Figure $20. 2D H-13C HSQC spectrum of compound 2 (CDCls, 500 MHz)
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Figure $21. *H NMR spectrum of compound 6 (DMSO-ds, 500 MHz)
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Figure S22. 'B{*H} NMR spectrum of compound 6 (DMSO-de, 128 MHz)
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Figure $23. 13C NMR spectrum of compound 6 (DMSO-ds, 126 MHz)
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Figure $24. *H NMR spectrum of compound 7 (DMSO-ds, 500 MHz)
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Figure $25. 'B{*H} NMR spectrum of compound 7 (DMSO-ds, 160 MHz)
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Figure $26. 13C NMR spectrum of compound 7 (DMSO-ds, 126 MHz)
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Figure $27. *H NMR spectrum of compound 2” (DMSO-ds, 500 MHz)
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Figure S28. 1B NMR spectrum of compound 2” (DMSO-de, 160 MHz)
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Figure S29. 13C NMR spectrum of compound 2” (DMSO-de, 126 MHz)
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Figure S30. *H NMR spectrum of compound 1 (DMSO-ds, 500 MHz)
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Figure $31. 'B{*H} NMR spectrum of compound 1 (DMSO-ds, 160 MHz)
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Figure $32. 13C NMR spectrum of compound 1 (DMSO-ds, 126 MHz)
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HPLC Data
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Figure S33. Chromatogram of compound 6 (Chiralpak AS-H, n-hexane—iPrOH 5:1,

1.0 mL/min, 220 nm)

S-18
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Figure S34. Experimental and simulated peak distribution in high-resolution mass

spectrum of compound 2’
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Figure S35. Experimental and simulated peak distribution in high-resolution mass

spectrum of compound 5a
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Figure S36. Experimental and simulated peak distribution in high-resolution mass

spectrum of compound 5b
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Figure S37. Experimental and simulated peak distribution in high-resolution mass
spectrum of compound 5c¢
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Figure S38. Experimental and simulated peak distribution in high-resolution mass
spectrum of compound 2
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Figure S39. Experimental and simulated peak distribution in high-resolution mass
spectrum of compound 6
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Figure S40. Experimental and simulated peak distribution in high-resolution mass
spectrum of compound 7

Intens_f; 1. +MS, 1.6-3.6min #90-210, -Peak Bkgrnd
X103 C4H19BONS, [M+H]
0.757 2102146 2112111
0.50-
E 209.2182 512207
0.251 2082217
] 207.2252 1 213.2078
Inf9 ] CafoBaNS, - 212.2070
] 14 1+
1 211.2110
2000- . 210.2145 .
1000; " 209.2180 212:2079
1 1+ 2082216 /\ \ 1+ 1+
o 207.2252 A J\ 213.2076 14,2034
206 207 208 209 210 211 212 213 214 215 miz

Figure S41. Experimental and simulated peak distribution in high-resolution mass
spectrum of compound 2”
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Figure S42. Experimental and simulated peak distribution in high-resolution mass
spectrum of compound 1
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Figure S43. Experimental and simulated peak distribution in high-resolution mass
spectrum of compound 9
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