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Fig. S1. '"H NMR spectrum (DMSO-ds) of 3a
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Fig. S3. 'H NMR spectrum (DMSO-ds) of 3b
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Fig. S4. 1C NMR spectrum (DMSO-ds) of 3b
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Fig. S5. "’F NMR spectrum (DMSO-ds) of 3b
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Fig. S6. 'H NMR spectrum (DMSO-ds) of 3¢
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Fig. S7. 3C NMR spectrum (DMSO-ds) of 3¢
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Fig. S8. 'H NMR spectrum (DMSO-ds) of 3d
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Fig. S9. 3C NMR spectrum (DMSO-ds) of 3d
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Fig. S10. "H NMR spectrum (DMSO-ds) of 3e
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Fig. S12. 'H NMR spectrum (DMSO-ds) of 3f
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Fig. S13. °C NMR spectrum (DMSO-dp) of 3f
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Fig. S14. 'H NMR spectrum (DMSO-ds) of 3g
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Fig. S15. >*C NMR spectrum (DMSO-ds) of 3g
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Fig. S16. 'H NMR spectrum (DMSO-ds) of 3h
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Fig. S17. °C NMR spectrum (DMSO-ds) of 3h
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Fig. S18. '"H NMR spectrum (DMSO-ds) of 3i
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Fig. S19. >*C NMR spectrum (DMSO-ds) of 3i
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Fig. 19A. HMBC spectrum (DMSO-ds) of 3r
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Fig. S20. 'H NMR spectrum (DMSO-ds) of 3j
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Fig. S21. 3C NMR spectrum (DMSO-ds) of 3j
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Fig. S22. '"H NMR spectrum (DMSO-ds) of 3k
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Fig. $23. 13C NMR spectrum (DMSO-ds) of 3k
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Fig. 23A. HMBC spectrum (DMSO-ds) of 3k
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Fig. S24. "H NMR spectrum (DMSO-ds) of 31
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Fig. S25. 13C NMR spectrum (DMSO-ds) of 31
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Fig. S26. 'H NMR spectrum (DMSO-ds) of 3m
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Fig. S27. 3C NMR spectrum (DMSO-ds) of 3m
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Fig. S28. 'H NMR spectrum (DMSO-ds) of 3n
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Fig. S29. 3C NMR spectrum (DMSO-ds) of 3n
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Fig. S30. '"H NMR spectrum (DMSO-ds) of 30
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Fig. S31. >°C NMR spectrum (DMSO-ds) of 30
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Fig. $32. 'H NMR spectrum (DMSO-ds) of 3p
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. F NMR spectrum (DMSO-ds) of 3p
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Fig. S35. 'H NMR spectrum (DMSO-ds) of 3q
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Fig. $36. 1*C NMR spectrum (DMSO-ds) of 3q
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Fig. S37. 'H NMR spectrum (DMSO-ds) of 3r
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Fig. S38. °C NMR spectrum (DMSO-ds) of 3r
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Fig. 38A. HMBC spectrum (DMSO-ds) of 3r
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Fig. S41. 'H NMR spectrum (DMSO-ds) of 3t
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Fig. S42. 3C NMR spectrum (DMSO-ds) of 3t
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Fig. S43. 'H NMR spectrum (DMSO-ds) of 3u

ver
87T
0€'T |
8€'T
ov'T
€T 1
Sb'T
897
0L'T |
08'T
28T
$8'T
18T
86'T
007~

9P-OSWA 05T —

€Th~
At

SL'S—

6b'9 —
90°L

yxara
om.nV

9€L ]
L€
82
52
852 ]
652
65°L
65
09°2 ]
092 |
89|
8971
mm.&
69°L

0T

20T
0
%3
01
30T
0T

T
7
f1 (ppm)

Fig. S44. °*C NMR spectrum (DMSO-ds) of 3u
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X-ray Single Crystal Data for 3g (CCDC: 2298850)
Procedure for the sample preparation: Compound 3g (20 mg) was dissolved in EtOH.

After slow evaporation at room temperature, the single crystals were afforded.

Fig. S45. Crystal Structure of 3g (50% probability level)
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= N:’Nr\\N l}l @)
N Me
NH,

Chemical formula Ci5H22N3O2
Formula weight 346.40
Temperature/K 295
Crystal system Monoclinic

Space group P2i/c
alA 14.734(3)
b/A 9.000(2)
c/A 13.125(4)
a/° 90
pB/e 104.29
v/° 90
Volume/A3 1686.6(8)
Z 4
Radiation type Mo Ko
Dx/Mg m? 1.364
p/mm™! 0.10
F(000) 736
Crystal size/mm 0.45x 0.3 x0.04
Omax, Omin/° 29.5,2.7
Index ranges -20<h<20, -11<k<11, -17<I<17
Measured reflections 6415
Independent reflections 6415
Reflections with 7> 26(/) 3101
Reflections/parameters/restraints 6415/244/0
Goodness-of-fit 0.87
Final R indexes [F>>2c (F?)] Ri=0.069, wR2 = 0.185
Final R indexes [all data] R1=0.135, wR2=0.207
Apmax, Apmin/e A7 0.31,-0.35
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