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Figure. S 1 HRMS of compound 1
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Figure. S 10 HSQC of compound 1
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Figure. S 22 Partial expansion of  H-NMR spectrum of compound 2 (600 MHz, CD3;0D)
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Figure. S 24 * H-NMR spectrum of compound 3 (600 MHz, CDs0D)
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Figure. S 26 Partial expansion of  H-NMR spectrum of compound 3 (600 MHz, CD3;0D)
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Figure. S 27 Partial expansion of  H-NMR spectrum of compound 3 (600 MHz, CD3;0D)
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Figure. S 29 BC-NMR spectrum of compound 3 (150 MHz, CDs;OD)
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Figure. S 30 Partial expansion of 3C-NMR spectrum of compound 3 (150 MHz, CDs;0D)
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Figure. S 32 Partial expansion of *C-NMR spectrum of compound 3 (150 MHz, CD;0OD)
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Figure. S 36 Partial expansion of  H-NMR spectrum of compound 5 (600 MHz, CD3;0OD)
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40




RM11-F20.10.fid
shortcode 940702
DHS_1H_1D MeOD_DHS /icondata ogomaa 6

210000

200000

190000

332 MeOD_DHS
31 MeQD_DHS

&
3.31 MeOD_DHS

1330 MeOD_DHS

oL
—275

N1

266

—2.65
263

—39
367
348
347
147
346
346
345

[
\

180000

170000

160000

150000

140000

130000

120000

110000

-100000

90000

80000

70000

60000

50000

40000

. ! 30000
; 20000
1 ] 1
10000
\__ -0

T T T T v T v T T T T T v T T T T T T T T T

4.1 4.0 3.9 3.8 3.7 3.6 3.5 3.4 3.1 3.0 2.9 2.8 2.7 2.6 2.5 2.4

3.3 3.2
f1 (ppm)

Figure. S 38 Partial expansion of  H-NMR spectrum of compound 5 (600 MHz, CD3;OD)
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Figure. S 39 BC-NMR spectrum of compound 5 (150 MHz, CDsOD)
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Figure. S 42 Partial expansion of 3C-NMR spectrum of compound 5 (150 MHz, CDs;0D)
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Figure. S 44 Partial expansion of *C-NMR spectrum of compound 5 (150 MHz, CD;OD)
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Figure. S 47 Partial expansion of  H-NMR spectrum of compound 6 (600 MHz, CD3;OD)
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Figure. S 48 Partial expansion of  H-NMR spectrum of compound 6 (600 MHz, CD3;OD)
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Figure. S 49 Partial expansion of  H-NMR spectrum of compound 6 (600 MHz, CD3;OD)
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Figure. S 50 Partial expansion of ! H-NMR spectrum of compound 6 (600 MHz, CDsOD)
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Figure. S 51 Partial expansion of ! H-NMR spectrum of compound 6 (600 MHz, CDs;OD)
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Figure. S 53 Partial expansion of  H-NMR spectrum of compound 6 (600 MHz, CD3;0OD)
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Figure. S 54 Partial expansion of ! H-NMR spectrum of compound 6 (600 MHz, CDsOD)
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Figure. S 55 BC-NMR spectrum of compound 6 (150 MHz, CDsOD)
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Figure. S 56 Partial expansion of *C-NMR spectrum of compound 6 (150 MHz, CD;OD)
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Figure. S 57 Partial expansion of *C-NMR spectrum of compound 6 (150 MHz, CDs;0D)
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Figure. S 58 Partial expansion of *C-NMR spectrum of compound 6 (150 MHz, CD;OD)
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Figure. S 59 Partial expansion of *C-NMR spectrum of compound 6 (150 MHz, CDs;0D)
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Figure. S 60 Partial expansion of *C-NMR spectrum of compound 6 (150 MHz, CDs;OD)
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Table. S 1'H (600 MHz) and **C (150 MHz) NMR spectroscopic data of
compound 2 (CDsOD ¢ in ppm, J in Hz)

Position ox (ppm, m, J Hz) oc (ppm)
1 -- 128.3
2 7.11(d, J =2 H2) 1115
3 -- 149.3
4 -- 149.8
5 6.80 (d, J = 8.4 Hz) 116.4
6 7.00 (dd, J=8.4 Hz, 2.0 Hz) 123.2
7 7.45 (d, J=15.6 Hz) 142.0
8 6.44 (d, J =15.6 Hz) 118.7
9 -- 169.2
r -- 131.3
2°-6’ 7.05 (d, J = 8.6 Hz) 130.7
3-5 6.73 (d, J =8.6 Hz) 116.2
4 -- 156.9
7 2.75(t, J=7.6 H2) 35.8
8’ 3.46 (t, J = 7.6 Hz) 42,5
3-OCH3 3.87 (9) 56.4

Table. S 2 'H (600 MHz) and 3C (150 MHz) NMR spectroscopic data of
compound 3 (CDsOD, ¢ in ppm, J in Hz)

Position ox (ppm, m, J Hz) dc (ppm)
1 -- 128.3
2 7.11(d, J = 1.9 Ha) 113.4
3 3.88 () 149.3
4 -- 149.8
5 6.80 (d, J = 8.2 Hz) 116.5
6 7.02 (dd, J =8.2, 1.9 Hz) 123.2
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7.45 (d, J = 15.7 Hz) 142.0

6.42 (d, J = 15.7 Hz) 118.7

- 169.2

r - 132.0
2 6.82 (d, J = 1.9 Hz) 1115
3 3.83 (s) 148.9

4 - 146.0
5 6.72 (d, J = 8.0 Hz) 116.2
6’ 6.67 (dd, J = 8.0, 1.9 Hz) 122.2

7 277 (t, J=7.3Hz) 36.2

8’ 3.49 (t, J = 7.3 H2) 425
3-OCHs 3.88 (s) 56.4
3’-OCHs 3.83 (s) 56.3

Table. S 3 'H (300 MHz) NMR spectroscopic data of compound 4 (CDsOD,
o in ppm, J in Hz)

Position ox (ppm, m, J Hz)

2 7.13 (d, J = 1.4 Hz)

5 6.80 (d, J = 8.4 Hz)

6 7.01 (dd, J = 8.4, 2.1 Hz)

7 7.42 (d, J = 15.4 Hz)

8 6.44 (d, J = 15.4 Hz)
2°-6° 7.21(d,J=8.4Hz)
3°-5° 6.77 (d, J = 8.4 Hz)

7 3.47 (t,J = 7.0 Hz)

8’ 2.76 (t, J = 7.0 Hz)
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Table. S 4H (600 MHz) and 3C (150 MHz) NMR spectroscopic data of
compound 5 (CDsOD, ¢ in ppm, J in Hz)

Position on (ppm, m, J Hz) oc (ppm)
1 -- 126.2
2 7.24 (d, J=2.0 Hz) 1125
3 -- 148.9
4 -- 1475
5 6.71 (d, J = 8.2 Hz) 115.2
6 7.01 (dd, J =8.2, 2.0 Hz) 121.0
7 7.24 (s) 1253
8 -- 141.6
9 -- 168.8
1 -- 130.8
2-6° 6.85 (d, J = 8.5 Hz) 130.7
3’and 6.58 (d, J = 8.5 Hz) 116.3
4 -- 156.9
7 2.65 (t,J = 6.9 Hz) 35.6
8 3.46 (dd, J =13.0, 2.0 Hz) 42.1
1” -- 131.9
27 7.29 (d, J=2.0 Hz) 1137
3” -- 150.5
4’ -- 149.5
57 6.73 (d, J = 8.2 Hz) 116.2
6” 7.03 (dd, J=8.2, 2.0 Hz) 1255
7’ 7.45 (d, J =15.7 Hz) 141.1
8”’ 6.48 (d, J = 15.7 Hz) 1222
9> -- 165.5
1’ -- 131.3
2’ and 6°”’ 7.05 (d, J=8.5 Hz) 130.7
3’ and 5°”’ 6.72 (d,J=8.5Hz) 116.3
4°*° -- 156.9
7 2.75 (t,J=7.4 Hz) 35.8
8 3.47 (dd, J =13.0, 6.0 Hz) 42.6
3-OCH; 3.93 (s) 56.0
3”-OCHs 3.67 () 56.4
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Table. S5H (600 MHz) and *C (150 MHz) NMR spectroscopic data of compound
6 (CDsOD, ¢ in ppm, J in Hz)

Position ox (ppm, m, J Hz) oc (ppm)
1 -- 1745
2 3.68 (d, J = 4.0 H2) 51.0
3 4.34 (d,J = 4.0 H2) 476
4 - 135.9
5 6.70 (d, J = 2.0 Hz) 112.5
6 -- 148.9
7 -- 146.3
8 6.65 (d, J = 8.4 Hz) 115.9
9 6.41 (dd, J=8.2, 2.0 Hz) 1214
r 3.24 (m) 42.4
2’ 2.48 (m) 355
3 -- 131.2
4’and 8’ 6.83 (d, J = 8.4 Hz) 130.7
5°and 6.68 (d, J = 8.4 Hz) 116.2
6’ -- 156.8
6-OCH3 3.75 (5) 56.3
1”7 -- 170.4
27 7.20 (s) 134.7
3” -- 132.6
4 -- 127.6
5 6.88 () 113.2
6’ -- 148.2
7’ -- 149.6
8’ 6.52 (s) 117.2
9> -- 1249
1°” 3.37 (m) 42.7
277 2.70 (t,J = 7.4 Hz) 35.7
3 -- 1314
4> and 8°”’ 6.98 (d, J = 8.4 Hz) 130.8
5>and 7°”’ 6.64 (d, J =8.4 Hz) 116.2
6> -- 156.9
6°-OCH3 3.90 (s) 56.6
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