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Figure S1. The '"H NMR spectrum of compound 5a (600.13 MHz, solvent CDCl5)
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Figure S2. The 3C NMR spectrum of compound 5a (150 MHz, solvent CDCls)

Single Mass Analysis

Tolerance = 100.0 PPM / DBE: min = 1.0, max = 400.0
Element prediction: Off

Menoisotopic Mass, Even Electron lons

7 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)

Elements Used:
C:0-14 H: 0-11 M: 0-2 0: 0-2
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Figure S3. HRMS (ESI-TOF) of compound 5a
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Figure S4. The 'H NMR spectrum of compound 5b (600.13 MHz, solvent DMSO)
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Figure S5. The 13C NMR spectrum of compound 5b (150 MHz, solvent DMSO)
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Figure S6. The '"H NMR spectrum of compound 6a (600.13 MHz, solvent DMSO)

4S



~ N O @OV O W

N ®©® DA A N - N DO W N ®
= SR R . ooV MNO
- = @ AWM o e g e G
W o e NN~ oA N
— o A A A A smmmamomem

T T T T T T
150 145 140 135 130 125 120 115 ppm

l,lJLHILl |

e M Rhisatial T T Al WALAALLL) hhiaasis nia T T T T T

T T
) 210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0 ppm

Figure S7. The 3*C NMR spectrum of compound 6a (150 MHz, solvent DMSO)

Single Mass Analysis
Tolerance = 100.0 PPM / DBE: min = 1.0, max = 400.0
Element prediction: Off
Monoisotopic Mass, Even Electron lons
5 formulaie) evaluated with 1 results within limits (all results {up to 1000) for each mass)
Elements Used:
C: 0-26 H: 0-23 MN: 0-6
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Figure S8. HRMS (ESI-TOF) of compound 6a
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Figure S9. The 'H NMR spectrum of compound 6b (600.13 MHz, solvent DMSO)
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Figure S10. The 13C NMR spectrum of compound 6b (150 MHz, solvent DMSO)

Single Mass Analysis

Tolerance = 100.0 PPM / DBE: min = 1.0, max = 400.0

Element prediction: Off

Monoisotopic Mass, Even Electron lons

6 formulale) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:

C: 0-26 H: 0-23 N: 0-4 0:0-1
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Figure S11. HRMS (ESI-TOF) of compound 6b
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Figure S12. The "H NMR spectrum of compound 7a (600.13 MHz, solvent CDCl;)
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Figure S13. The '*C NMR spectrum of compound 7a (150 MHz, solvent CDCls)
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Figure S14. H-H COSY NMR spectrum of compound 7a (600.13 MHz, solvent CDCls)
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Figure S16. The HSQC spectrum of compound 7a (600.13 MHz for 'H and '3C, solvent CDCls)
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Figure S19. HPLC chromatogram of compound 7a
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Figure S20. The '"H NMR spectrum of compound 7b (600.13 MHz, solvent CDCl5)
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Figure S21. The '3C NMR spectrum of compound 7b (150 MHz, solvent CS,: CDCl; = 3:1)
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Figure S24. The HMBC spectrum of compound 7b (600.13 MHz for 1H and '3C, solvent CS,:

CDCl; = 3:1)
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Figure S25. MALDI-TOF spectrum of compound 7b.
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Table S1. Experimental details and crystal data for the compound 6b

Crystal sample 6b
Chemical formula Cy6H2N,O
M, 406.49
Crystal system, space group Triclinic, P
Temperature (K) 293

a, b, c(A)
B
V(A%
Z
Radiation type
p (mm™)
Crystal size (mm)

Diffractometer
Absorption correction

T, min» Tmax

No. of measured, independent &
observed [I> 26([)] reflections

Rin

(Sin 0/A)max (A7)
R[F?>>26(F?)], wR(F?), S
No. of reflections

No. of parameters

H-atom treatment

Apmax; Apmin (e A73)

5.6471 (7), 9.3471 (12), 20.515 (2)
86.434 (6), 89.453 (6), 83.523 (6)

1073.9 (2)
2
Mo Ka
0.08
0.20 x 0.20 x 0.07
Rigaku R-AXIS RAPID

Multi-scan
ABSCOR (Rigaku, 1995)

0.313, 0.994
7387,3718, 1544
0.057
0.595
0.048, 0.101, 0.86
3718
280

Constrained

0.17,-0.14
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