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Figure S1. 'H (black) and *C (red) NMR chemical shifts (ppm) and main heteronuclear multiple bond correlation (HMBC) correlation observed in the NMR data of the

compound 2a. J in Hz.
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Figure S2. *H nuclear magnetic resonance (NMR) spectrum (400 MHz, CDCls) of compound 2a.
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Figure S3. 3C NMR spectrum (100 MHz, CDCls) of compound 2a.
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Figure S4. HMBC spectrum (400 MHz, CDCls) of compound 2a.
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Figure S5. Attenuated total reflection infrared (ATR-IR) spectrum of compound 2a.
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Figure S6. HRMS spectrum of compound 2a.
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Figure S7. *H (black) and *3C (red) NMR chemical shifts (ppm) and main HMBC correlation observed in the NMR data of the compound 2b. J in Hz.



8.20 8.00 7.80 7.60 7.40 7.20 7.00 6.80

H_‘

e Mo i, s
L B Y B B B B N BB B A
8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0

Figure S8. *H NMR spectrum (400 MHz, CDCls3) of compound 2b.
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Figure S9. 3C NMR spectrum (100 MHz, CDCls) of compound 2b.
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Figure S10. HMBC spectrum (400 MHz, CDCl3) of compound 2b.
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Figure S11. ATR-IR spectrum of compound 2b.
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Figure S12. HRMS spectrum of compound 2b.



Table S1. NMR data of 2b and comparison with literature (J in Hz)

N 2b (400 MHz, CDCls) Furdas et al.! (400 MHz, DMSO-ds)  Makhija et al.? (500 MHz, CDCl3)  Gui et al.? (300 MHz, DMSO-ds)
Position 1H 13C lH 13C 1H 1H 13C
2 158.2 158.9 158.5
3 182.4 183.1 182.7
3 117.7 118.4 117.9
4 7.66 dd (7.8; 0.8) 125.8 7.61-7.56 m 124.9 7.67d 7.54-7.60 m 124.5
5 7.141d (7.8; 0.8) 124.4 7.141(7.3) 123.9 7.15¢ 7.14t(7.5) 123.7
6 7.50-7.54 m 138.4 7.61-7.56 m 138.3 7531 7.54-7.60 m 137.9
7 6.71 brd (7.8) 110.5 6.95 dd (7.9; 0.4) 111.3 6.72 d 6.94d (7.8) 110.9
7 149.9 147.4 149.9
1 141.8 150.4 143.5
27,67 7.50-7.54 m 124.3 7.74d (8.4) 128.9 7.53m 7.73d (8.7) 123.5
3757 8.22 d (8.6) 128.1 8.20 d (8.4) 124.1 8.23d 8.19d (8.7) 1285
4> 147.8 143.9 146.9

1> (Bn—CHy) 5.03s 43.4 5.70s 42.9 5.10s 425
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Figure S13. *H (black) and *3C (red) NMR chemical shifts (ppm) and main HMBC correlation observed in the NMR data of the compound 2c. J in Hz.
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Figure S14. *H NMR spectrum (400 MHz, CDClIs) of compound 2c.



130

~120

110

~100

90

- 80

- 60

50

-40

30

20

10

R K = 5 TRoa8RY B o~ ~ —_ o
~ [Te) ~ oS S Ao Mmm o el et L <~
S b ] I ooadagy S X ® g &
[S SN | |
I
|
1 | |
|
| |
|
|
I 1
i Wﬂmmmwmmmummmw
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
210 200 190 180 170 160 150 140 130 120 1f10( 1)00 90 80 70 60 50 40 30 20 10
1 (ppm

Figure S15. 3C NMR spectrum (100 MHz, CDCls) of compound 2c.



— V . 30
40
50
- 60
70

80
90
~ 100

- 110

120

e - 140
—150
—160

o
—170

E——— - S L1 ] L] -130

~ 180
—190
~ 200

~210

T T T T T T T T T T T T T T T T T T T T T T T T T
8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0
f2 (ppm)

Figure S16. HMBC spectrum (400 MHz, CDCls) of compound 2c.
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Figure S17. ATR-IR spectrum of compound 2c.
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Figure S18. HRMS spectrum of compound 2c.
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Figure S19. *H (black) NMR chemical shifts (ppm) data of the compound 2d. J in Hz.
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Figure S20. *H NMR spectrum (400 MHz, CDCls) of compound 2d.
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Figure S21. ATR-IR spectrum of compound 2d.
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Figure S22. HRMS spectrum of compound 2d.



Table S2. NMR data of 2d and comparison with literature (J in Hz)

Position

2d (400 MHz, CDCls)

Shi et al.# (400 MHz, CDCls)

Tehrani et al.5 (400 MHz, CDCls)

lH lH lH

4 7.62 dd (7.4; 0.8) 7.59-7.66 m 7.65d (6.0)

5 7.14t(7.4) 7.11td (7.6; 0.8) 7.14 dt (6.8; 0.8)
6 7.50td (7.8; 1.2) 7.50 td (7.8; 1.4) 7.531(6.6)

7 6.77 brd (7.8) 6.77.d (8.0) 6.80 d (8.0)
27,6 7.29-7.35m 7.29-7.36 m 7.33-7.37m
37,57 7.01-7.07m 7.00-7.08 m 7.04-7.10 m
1>’ (Bn—CHy) 4.90s 4.90s 4935
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Figure S23. *H (black) and *3C (red) NMR chemical shifts (ppm) and main HMBC correlation observed in the NMR data of the compound 2e. J in Hz.
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Figure S24. *H NMR spectrum (400 MHz, DMSO-dg) of compound 2e.
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Figure S25. 3C NMR spectrum (100 MHz, DMSO-ds) of compound 2e.



MMMW I

40

- 50

60

70

- 80

90

~ 100

110

120

130

T T T T T T T T T T
7.5 7.0 6.5 6.0 5.5
f2 (ppm)

I ——"
- =
- - ==
- - mm
% - - g —_——
T
8.0

Figure S26. Heteronuclear single quantum coherence spectroscopy (HSQC) spectrum (400 MHz, DMSO-ds) of compound 2e.

5.0

140

f1 (ppm)



~40

- 50

- 60

~70

80

90

~ 100

110

120

~130

~ 140

~ 150

~ 160

170

~ 180

— —
] —
JRE— — —
f— B —
% Lt iy - i - -_:-
—_— = - - ==
— S - -
— -
T T T T T T T T T T T T T T T T T T T T T T T T T T T
7.8 7.6 7.4 7.2 7.0 6.8 6.6 6.4 6.0 5.8 5.6 5.4 5.2 5.0 4.8 4.6

6.2
f2 (ppm)

Figure S27. HMBC spectrum (400 MHz, DMSO-ds) of compound 2e.

f1 (ppm)



_—

B
3

191381
116091
62°C991
£1'6SL)

— |GTP6e
—— 81’1667

— £9°850¢

— CLLebe

001

06

08 0L
[%] aauenwsuer]

09

1000

1500

2000

2500

3000

3500

Wavenumber cm-1

22/05/2018

po

K21

C:\WProgram Files\OPUS_65\Meas\Pedro\22052018\K21.0

Page 1/1

Figure S28. ATR-IR spectrum of compound 2e.
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Figure S29. HRMS spectrum of compound 2e.
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Figure S31. *H NMR spectrum (400 MHz, DMSO-dg) of compound 2f.
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Figure S34. ATR-IR spectrum of compound 2f.
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Table S3. NMR data of 2f and comparison with literature (J in Hz)

Position

2f (400 MHz, DMSO-de)

2f (400 MHz, CDCl3)

Bouhfid et al.® (300 MHz, CDCls)

Macpherson et al.” (400 MHz, CD;0D)

1H 1H 13C 1H 13C 1H
2 - - 157.1 - 158.6 -
3 - - 1825 - 182.7 -
3 - - 117.7 - 117.4 -
4 7.60 brd (7.4) 7.62-7.67m 1255 7.22-7.63m 126.2 7.26m
5 7.19t (7.4) 7.18td (7.8; 0.8) 124.2 7.22-7.63m 125.2 7.17m
6 7.72 brt (7.8) 7.62-7.67m 138.4 7.22-7.63m 139.3 7.43d
7 7.24 brd (7.4) 7.13 brd (7.8) 111.1 7.22-7.63m 111.7 7.17m
7 - - 149.6 - 149.4 -
1 456 d (2.3) 453d (2.3) 29.4 452d (2.4) 36.8 4.56 m
27 - - 75.6 - - -
3 3.34m 2.31t(2.3) 733 2.35t(2.4) 73.9 2.681
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Figure S36. ATR-IR spectrum of compound k.
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Figure S38. ATR-IR spectrum of compound 1.
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Figure S40. *H (black) and *3C (red) NMR chemical shifts (ppm) and main HMBC correlation observed in the NMR data of the compound 4h. J in Hz.
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Figure S41. *H NMR spectrum (400 MHz, DMSO-ds) of compound 4h.
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Figure S42. 3C NMR spectrum (100 MHz, DMSO-ds) of compound 4h.
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Figure S44. ATR-IR spectrum of compound 4h.
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Figure S60. 3C NMR spectrum (100 MHz, DMSO-ds) of compound 4k.
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Figure S63. HRMS spectrum of compound 4k.
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Figure S66. 3C NMR spectrum (100 MHz, DMSO-ds) of compound 4l.
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Figure S69. ATR-IR spectrum of compound 4l.
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