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Spectral Copies of HRMS, 'H, 1*C NMR Data Obtained in this Study

R . 3 550

——
175.0756 347 1624 ' F ' ' ' o = '
& 2 L, [0 433 2045 so7 2488 6242305 _ S84.2042 838 7033 008 4842 076 6337 19905388 1127 6035 11080001 __
100 ' 200 ' 300 ' 200 ' 560 ' edo ' 700 ! 200 ! 200 ! 1000 1100 | 1Zoo |
Figure S1. HRMS spectrum of compound la
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Figure S2. 'THNMR spectrum of compound la
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Figure S3. °C NMR spectrum of compound la
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Figure §4. HRMS spectrum of compound 1b
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Figure S5. 'HNMR spectrum of compound 1b
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Figure §7. HRMS spectrum of compound 1¢
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Figure S8. 'HNMR spectrum of compound I¢
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Figure §9. 3C NMR spectrum of compound 1c
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Figure S§10. HRMS spectrum of compound 1d
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Figure S11. 'THNMR spectrum of compound 1d
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Figure S12. 3C NMR spectrum of compound 1d
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Figure S13. HRMS spectrum of compound 1e
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Figure S14. 'THNMR spectrum of compound le
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Figure S15. 3C NMR spectrum of compound 1e
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Figure S16. HRMS spectrum of compound 1f
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Figure S17. 'HNMR spectrum of compound If
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Figure S18. 3C NMR spectrum of compound If
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Figure §19. HRMS spectrum of compound 1g
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Figure S20. 'HNMR spectrum of compound 1g
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Figure S21. 3C NMR spectrum of compound 1g

S 237 2390 ot

22

4152113
180.1237 437.1927 5552178
200 2072 . ' '
182 1308 1,453 1850 556 3105 ' . s ,
o L. L 1 l |\ Wre l/ S8 ISR ATEE TOSSI00. 676 Basy 10316055 11066000 1186 5156 e
100 200 300 400 s00 eoo 700 800 200 1000 1100 1200

Figure §22. HRMS spectrum of compound 1h
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Figure §24. 3C NMR spectrum of compound 1h
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Figure §25. HRMS spectrum of compound 1i
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Figure §26. 'HNMR spectrum of compound 1i
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Figure §27. 3C NMR spectrum of compound 1i
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Figure §28. HRMS spectrum of compound 1j
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Figure §29. 'HNMR spectrum of compound 1j
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Figure S30. 3C NMR spectrum of compound 1j
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Figure §31. HRMS spectrum of compound 1k
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Figure S33. 13C NMR spectrum of compound 1k
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Figure S35. 'HNMR spectrum of compound 11
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Figure S36. 3C NMR spectrum of compound 11
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Figure §37. HRMS spectrum of compound 1m
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Figure S38. 'HNMR spectrum of compound Im
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Figure S39. 3C NMR spectrum of compound Im
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Figure §40. HRMS spectrum of compound 1In
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Figure S41. 'HNMR spectrum of compound In
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Figure §42. 3C NMR spectrum of compound In
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Figure §43. HRMS spectrum of compound 2a
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Figure §44. 'HNMR spectrum of compound 2a
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Figure §45. '°C NMR spectrum of compound 2a
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Figure §46. HRMS spectrum of compound 2b
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Figure S47. \THNMR spectrum of compound 2b
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Figure §49. HRMS spectrum of compound 2¢
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Figure S51. 3C NMR spectrum of compound 2¢
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Figure S53. 'HNMR spectrum of compound 2d
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Figure S54. 3C NMR spectrum of compound 2d
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Figure §55. HRMS spectrum of compound 2e
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Figure S56. 'HNMR spectrum of compound 2e
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Figure S57. 3C NMR spectrum of compound 2e
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Figure S59. 'HNMR spectrum of compound 2f
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Table S1 Flexible docking result of 1f and the standard compound (PDB ID:2AZS5)

Compound PDB Binding Residues Docking Score

1f 2AZS5 Ser60, Try59 -7.964
Aspirin 2A7Z5 Ser60, Try59 -8.143




