Supplementary Information (Sl) for Organic & Biomolecular Chemistry.
This journal is © The Royal Society of Chemistry 2026

Hong et al. Supporting Information I1

Hypervalent Iodine-Mediated Cyclization of N-Vinyl Amides for the Synthesis of 4-Functionalized

Dihydrooxazolines

Jiwoo Lee¥?, Suhui Kim%2, Chang Sung Hong®°, Bomcha Park®, Yeong-Joon Kim®*, Sungwook Choi®",

and Ki Bum Hong?*

aNew Drug Development Center, Daegu-Gyeongbuk Medical Innovation Foundation, Daegu 41061, Korea.

Email: kbhong@kmedihub.re.kr.

"Department of New Drug Discovery and Development, Chungnam National University, Daejeon 34134,

Korea; email: swchoi2010@cnu.ac.kr.

‘Department of Chemistry, Chungnam National University, Daejeon 34134, Korea; email: y2kim@cnu.ac.kr.

S-1I-X
Figure 1. TH NMR (CDCI3) OF 38 ....icuiuiiuiiiiieiieiieiceeeeetetett ettt ettt ettt ve et be st st et essesessesseseeseseseeseesens 3
Figure 2. BC NMR (CDCI3) O 38 ...cviuiiuiieiieeeeeceeceeeeeteeeeeete ettt ettt ettt ettt et asete et asessese st esseseeseneeseesens 4
Figure 3. 1F NMR (CDC13) OF 38 ..uioviiiuiiiiiciietieieieieeteieiee ettt ettt ettt et st ese s essesessessesessesseseesesseneeseesens 5
Figure 4. "TH NIMR (CDCI3) OF 3D ..ouiiuiiiiiieiiiiete ettt ettt ettt a e v v eteeaeese et e s e s e sseeteereereeneennas 6
Figure 5. BC NMR (CDCI3) OF 3D..uiuiiiiiiiiiiieiieiicieeeteetetete ettt ettt ettt b s se s e s essessssesseseesesesseseesens 7
Figure 6. "TH NIMR (CDC13) OF 3C ..uiiuiiuiiiiiiiiitieie ettt ettt ettt a e ea e teeaeeaeeaaess e s ensensesseeteereereeneeneas 8
Figure 7. 13C NMR (CDCI3) OF 3C ..uiiuiiuiiieetieteee ettt et ettt ettt e et e eveeaeeaeeateseene et eeseeseeteereereeneeneas 9
Figure 8. "TH NMR (CDCI3) OF 3d....cuiiuiiieiiiiieeieeeeetee ettt ettt et et ettt ae et e eaeeaeeneens e 10
Figure 9. 13C NMR (CDCI3) OF 3d....uooueiiiiieeeeeeeeeeee ettt ettt ettt e eae et e eaeeaeeneenens 11
Figure 10. F NMR (CDCI3) OF 30 ...vcuviuiiiieiieieeeeeeeeeeteeeeeeteee ettt ettt ettt s eae et nsesseaeane 12
Figure 11. TH NMR (CDCI3) OF 3 ...uiiuiiieieeeieeeeeeee ettt ettt ettt et ettt e eseeteeseeaeeneeneens 13
Figure 12. BC NMR (CDCI3) OF 3@ ...viuiiuiiieieeieieeteeeeeeeteeeeee ettt ettt ettt ettt ets et s essese s e s eseesensenseseane 14
Figure 13. TH NMR (CDCI3) OF 3Foevvvvorerooeeeeoeoeeeeoeeeee oo eeeeeoeee e eeeeee e oo eeeeeee e eeeeeee e eeseenne 15
Figure 14. BC NMR (CDCI3) O 3 o..oomeiieieeeeeeeeeeeeeeeee ettt ettt ettt ettt ete et asere et e s eseeseane 16
Figure 15. 19F NIMR (CDCL3) OF 3fevvvvvoroooeeooeoeeeeoeee oo eeeeeoeee oo eeeeee e oo eeeeee e eeeeeeee e eeeeenne 17
Figure 16. TH NMR (CDCI3) OF 3@ .uiiiiiiiiiiiiciiete ettt ettt et ettt ettt ve et e veeas e ssessesessesaeeseeseensens 18
Figure 17. BC NMR (CDCI3) OF 3@ ..ottt ettt ettt et eeteeteeae et ena et eeteeseeteereeaeeseeneens 19
Figure 18. TH NMR (CDCI3) OF 3N ....iiuiiiiiiiiiiciieticeeeeetetee ettt ettt ettt ae et eveeaeeneens e 20
Figure 19. 13C NMR (CDCLE) OF 3Rovvvvverooooeeeoeoeeeeoeoe oo eeeeeeoeee oo eeeeee e eeeesee e eeeseee e s eeeeeeenee 21
Figure 20. TH NMR (CDCI3) OF 3i..icuiiiiiiiiiiiicieete ettt ettt ettt ettt e ve et e teeas s e s essesessesseeaeeseensns 22
Figure 21. 13C NIMR (CDCLE) OF 3ivvvveeereooeeeeeoeeeeoeee oo eeeeeee oo eeeeeee e eeeeeeee e eeeeeeeeeeee e eeeeseenne 23
Figure 22. TH NMR (CDCI3) O 3] ..uiviieuiitiieieeeeteeeteeteeeee ettt ettt et ettt et et aseasese s e s eseesensenseseane 24
Figure 23. 13C NIMR (CDCLE) OF 3J.vvvveeereooeeeoeoeeeeeeeeee oo eeeeeeeeeeee s eeeese e eeeeeee e eeeeee e eeeeeeenee 25
Figure 24. F NMR (CDCI3) OF 3] cuoveuieuiiieieieteet ettt ettt ettt ettt sttt easete s e s ese s ensenseseane 26
Figure 25. TH NMR (CDCI3) OF 3K cvvvvovvreooeoeeeeeeeeeoe oo eeeeeoee oo eeeeee e e oo eeesesee e eeeseee e eeeeeeenee 27
Figure 26. BC NMR (CDCI3) OF BK.uviuiiuioiiieeieticteeeteeteeeee ettt ettt ettt ettt asete s e s ese et ensenseseans 28
Figure 27. TH NMR (CDCI3) OF 3levvvveeeroeoeeeeeoeeeeeeeee oo eeeeeoe oo eeeeee e oo eeeeese e e eeeeeee e eeeeseenee 29
Figure 28. BC NMR (CDCI3) O 3l...uviuiiiieiieeeeeeeeeeeeeeteeee ettt ettt ettt ets et et asete s e s ese et enseneeaeane 30
Figure 29. TH NMR (CDCI3) OF 3Mcvvvvvvroooeeeoeoeeeeeoeee oo eeeeeeeeeeeseeeeeeeeesee e oo eeeeeeeseeeseseeeeeeeeeeeeeeeeeeeeeseenee 31
Figure 30. BC NMR (CDCI3) OF 3I....coiuiiiieieiiieieiceeeeeeteeeie ettt ettt ettt ettt ete et e s ssese s e s eseesenseneeseane 32
Figure 31. TH NMR (CDCI3) OF 78 evvvvooeoeeeeeeeeeeeeeoeeee oo eeeeeee e eeeeee e eeeeee e eeeseeeeeeeseeeeeeeeenee 33
Figure 32. BC NMR (CDCI3) OF 7@ ...vcuviuiieieieieeeeeieeeeeeeee ettt ettt ettt ete s e s essese s eneeseane 34
Figure 33. 19F NIMR (CDCL3) OF T2 vvvvvvvveoeeeoeeeeeeoeee oo eeeeeeeeeee e eeeeeeeee s eeeseese e e eeeseeeeeseeeeeeeeeeenee 35
Figure 34. TH NMR (CDCI3) OF 7C uuviueiuiteieeeeteeteeeteeteeee ettt ettt eae et ese s e s ese s ensenseseane 36



Hong et al. Supporting Information I1

Figure 35.
Figure 36.
Figure 37.
Figure 38.
Figure 39.
Figure 41.
Figure 42.
Figure 43.
Figure 44.
Figure 45.
Figure 46.
Figure 47.
Figure 48.
Figure 49.
Figure 50.
Figure 51.
Figure 52.
Figure 53.
Figure 54.
Figure 55.
Figure 56.
Figure 57.
Figure 58.
Figure 59.
Figure 60.
Figure 61.
Figure 62.
Figure 63.
Figure 64.
Figure 65.
Figure 66.
Figure 67.
Figure 68.
Figure 69.
Figure 70.
Figure 71.
Figure 72.
Figure 73.
Figure 74.
Figure 75.

I3C NMR (CDCL3) OF 7€ vovoreeeeeeeeeeeeeeeeeeeeeeeseseeseseessesessesssssesesssseseesesssesesessesesseesssseeesesesesesssseseeseeees 37
TH NMR (CDC1L3) OF 7€ ovvveerereeeeeeeeeeeeeseseeeeeseseeeeesssesesessssesssessssssssesssssseessssssesesssseseesssseeseesssseeeeeees 38
I3C NMR (CDCL3) OF 7€ vvvoreeveeeeeeeeeseeeeeeeeeeeseesesesssesesessseseseessseseesessseseesesesesessssseeeseseseeesssseeeesesees 39
TH NMR (CDC1L3) OF TH v eeeseeeeeseseeeeessseeeeeseseeeseeeeseseessssseeeessseessesssseseesesseseseseeseeeeeees 40
I3C NMR (CDCL3) OF THoeeeeeeeeeeeee e seeeeeeesseseesesseeseeeeseseeesessseseesesesessesessseeeseseseeesssseeeeeeeees 41
I3C NMR (CDCL3) OF Tlerveeoeeeeeeeeeeeeeeeeeseeeeeeseseeeeessseeeeeseseeeseseeseseessesseeeessseeeesssseseesssseeesesesseeeseeees 43
TH NMR (CDC13) OF TIvvorreeeeeeeeeeeeeseeeseeeseeeseeseseessesesesssesseessseseesesssessesssesessesesssseessesessesssseseeesesees 44
I3C NMR (CDCL3) OF TMvveorrerveeeeeeeeeeeeeseeeeeseseeeeessseeeseeseseeeseeseseseessssseeeessseeesesssseseesssseseesssseeeseeees 45
TH NMR (DMSO-0) OF 88uurvvveeeereeeereeeseeeseseseeseseessesssessssseseessssseesessssseesssesesessssssessessssssssssesessseees 46
13C NMR (DMSO-Ag) OF 88 ervvveeeeereeeeeeeseeeeeseseeeeessseseeseeseeeeseessseessssseesessssssesessessseesssseeesesesseeeseeees 47
19F NMR (DMSO-g) OF 8. vvveerereeeereeeeeeeeeeeseeeesesssesessesssesseesssessesessseseessssseseesssseeessssssessssseseseseees 48
TH NMR (DMSO-Gg) OF 8D «.rrvveeeeeeeeeeeeeeseeeeeseseeeeeseseeeeeseseeesesesssseessssssesesssseessesssseseesssseeesesssseeeseeees 49
13C NMR (DMSO-Ag) OF 8D vvvoooereeeeeeeeeeeeeeeseeeeseesseseesessseseeeessssseesessseseesssesesesssssseesssesssssssseeeesseees 50
TH NMR (MEOD-4) OF 8Lcerrrveeeeeeeeeeeeeseeeeeseseeeeeseseeeesseseeesesesssseesssssseesssseeesesssseseessssseesesssseeeseeees 51
13C NMR (MEOD A1) OF 8l.rrvvvoooeeeeeeeeeeeeeeeeeeeeoeeeeeeeseesessseseeeessseseesessssssesesesesesesseeesessseesesssseseeeseees 52
TH NMR (DMSO-Gg) OF OC.rrrrveereereeereeeeseeeeeseseeeeessseseessssssesesssssssessssseeessssseesesssssseessssesesesssseeeseeee 53
13C NMR (DMSO-Ag) OF O vvveooeeeeeeeeeeseeeeeeeseeseeeessesesessseseseesssessesessssssesesssesessssseeesssssesssssseeseeseees 54
TH NMR (CDC1L3) OF 96 w.vveooeeeveeeeeeeeeeeeeeseeeeeseseeeeesssseeseesessessessesseeeesssseeeessseesesssseeeesssseeesesssseeeseeees 55
I3C NMR (CDCL3) OF O .o eeeeeeeeseesesesseesesessseseseessseseesessssseesesssesesssssseeeseseseeesssseeeeeseees 56
TH NMR (CDC13) OF 108 cvvcoooreeeereeeeeeeeeeseeeeeseseeeeessseeeseessseeesessessseesssseseesssseeesesssseeeesssseeesesssseeeseeees 57
13C NMR (CDCL3) OF 108 ..ervveeoeeeeeeeeeeeeeeeeeeseeeeseesseseseesseseseesssssesesssesseseseseseseseesessssesssesssseseeeseees 58
19F NMR (CDCL3) OF L0 c.eovoerveeereeeeeeeeeeseeeeeeeseeeeessseeeseeeeseeesesesseseeesssseeeeesseeesesssseeeesseseeesesssseeeseeees 59
TH NMR (CDC13) OF 10D oo eeeeeeeeeeeeeeeeseseeeeesesssesseessseseesessssssesssesesessssseeessesesssssssseeeesseees 60
I3C NMR (CDCL3) OF 10D ..covovveeeeeeeeeeeeeseeeeeseseeeeessseeeeeseseeeseseesseeeesssssesesesseeesesssseseesssseeesesseseeeseeees 61
TH NMR (CDC13) OF 10 cevvervveeoeeeeeeseeeseeeseeeseeeesesssesesesssesseesssssesessssssesssesessesssseesesessssesssssseseesesees 62
I3C NMR (CDCL3) OF 10C c.eerevveeereeeeeeeeeeseeeeeseseeeeessseeeeeseseeesessessssesssseseeesssessesseseeeesssseeesesssseeeseeees 63
TH NMR (CDC13) OF T0G.ccumrvveeoeeeeeeeeeeeeeseeeseeseseeseeseesessseseseesesssesessssssesssssesesssseeeessssssesesssseessseeees 64
13C NMR (CDCL3) OF 100 vveeeeeeeeeeeeeeseeeeeseseeeeeseseeeeeseseeesessesseeeessssessesssseeesesssseseesssseeesesseseeeseeees 65
19F NMR (CDCL3) OF TG .o eeeeeeeeseeeeeeesessseseeessssseesessssssesesesesesssseeeseesessesessseeeeeeeees 66
TH NMR (CDC1L3) OF 10 veereereeeeeeeeeeeeeeeseeeeeseseeeeessseeeesseseeesesesseseessssseeesesseesesseseseesssseeeeesesseeeseeees 67
13C NMR (CDCL3) OF 10 cvvvereevveeeeeeeeeeeeeeeeeeeseesseeeesessssseessseseeeesssesssesesssesesesesesessessessesssseeeseeseeeeeees 68
TH NMR (CDC13) OF 101 .vveererveeereeeeeeeeeeseeeeeseseeeeessseeeseeseseeesesssseseeessssseeessseeeesssseseesssseeesesseseeeseeees 69
13C NMR (CDCL3) OF 100.ccumvvveeeeeeeeeeeeeeeeeeeeseeeeseesseeeseesseseeeessssesesessssssesssssesesesseseessesesesesssseeesseeees 70
TH NMR (CDCL3) OF 10 .vveereerveeeeeeeeeeeeeeseeeeeseseeeeessseeeseeseseeesessessesessssseesesssseessesssseseesssseeesesssseeeseeees 71
13C NMR (CDCL3) OF 10]crrevveeeeeeeeeeseeeseeeseseseeeesessseseesesssesseessssssesessssssesssesesssssseeessssssesesssseeessesees 72
19F NMR (CDCL) OF 10] cvveerovveeereeeeeeoeeeseeeeeseseeeeessseeeeessseesseseeseseesssseseesssseesesseseseesssseeesesssseeeseeees 73
TH NMR (CDC13) OF T06ccumvveoooeeeeeeeeeeeeeeeeeeseeeeseeeeesesessseseeeesesesesessssssesssesesessssseesssesseeeesssseeeesseees 74
13C NMR (CDCL3) OF T0L.cererveeeeeeeeeeoeeeseeeeeeeseeeeeseseeeeeseseeeseseeseseseesssseeesesseeeesssseseesssseeesesseseeeseeees 75
TH NMR (CDCL3) OF TO0Mecrrrrvveooeeeeeeoeeeeeeeeeseeeeeeseeseesesessseseeessssseesesssssseessesessesssseeeeesesseseesssseeeseseees 76
13C NMR (CDCL3) OF TOMLcrrrrrvveeeeeeeeoeeeseeeeeeeseeeeeseseeeeeseseeeeseeseeeessssseesessseeeeesssseeeesssseeesesssseeeseeees 77

S-11-2



Hong et al.

Figure 1. '"H NMR (
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Figure 2. 3C NMR
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Figure 4. '"H NMR (
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Figure 5. 3C NMR
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Figure 6. 'H NMR (
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Figure 7. 3C NMR
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Figure 8. '"H NMR (
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Figure 9. 3C NMR
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Figure 11. 'H NMR
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Figure 12. 3C NMF
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Figure 13. 'H NMR © ]
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Figure 14. 3C NMI
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Figure 15. '°F NMFE
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Figure 16. 'H NMR
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Figure 17. 3C NMI
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Figure 18. 'H NMR
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Figure 19. °C NMI
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Figure 20. '"H NMR
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Figure 21. 3C NMI
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Figure 22. 'H NMR
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Figure 23. °C NMF
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S'6

Figure 25. '"H NMR © ]
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Figure 26. °C NMI
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S'6

Figure 27. '"H NMR ©
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Figure 28. °C NMF
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Figure 29. 'H NMR 5.
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Figure 30. °C NMI
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Figure 31. '"H NMR
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Figure 32. 3C NMF
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Figure 34. 'H NMR
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Figure 35. 3C NMI
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Figure 36. '"H NMR
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Figure 37. 3C NMI
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Figure 38. 'H NMR
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Figure 39. 3C NMF
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Hong et al. Supporting Information I1

Figure 40. '"H NMR (CDCls) of 71
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Hong et al. Supporting Information I1

Figure 41. 3C NMR (CDCls) of 71
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Hong et al. Supporting Information I1

Figure 42. 'H NMR (CDCl;) of 7m
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Hong et al. Supporting Information I1

Figure 43. 3C NMR (CDCl;) of 7m
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Figure 44. 'H NMR
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Figure 45. 3C NMI
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Figure 47. 'H NMR
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Figure 48. °C NMI
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Hong et al. Supporting Information I1

Figure 49. '"H NMR (MeOD-d,) of 8l
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Figure 50. 3C NMR (MeOD-dy) of 81
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Figure 51. 'H NMR
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Figure 52. 3C NMI
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Figure 53. 'H NMR
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Figure 54. 3C NMI
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Figure 55. '"H NMR
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Figure 56. °C NMI
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Figure 58. 'H NMR
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Figure 59. 3°C NMI
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Figure 60. 'H NMR
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Figure 61. °C NMI
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Figure 62. 'H NMR
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Figure 63. °C NME
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Figure 65. 'H NMR
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Figure 66. °C NMFE
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Figure 67. '"H NMR
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Figure 68. °C NMI
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Figure 69. 'H NMR
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Figure 70. °C NMI
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Figure 72. '"H NMR
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Figure 73. 3C NME
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Figure 74. '"H NMR
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Figure 75. 3C NMI

vl ol=13 091
1 1 I

ogl
1
|

00t Okt ocl
1 1 1

06
I

09
1

0g

oe

0¢

01

wdd

S-1I-77



