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Spectroscopic data of compound 1
Fiqure S. 1:1H-NMR spectrum of compound 1 (300 MHz, DMSO-d6)
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Fiqure S. 2: Partial expansion of *H-NMR spectrum of compound 1 (300 MHz, DMSO-d6).
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Fiqure S. 3: 13C-NMR spectrum of compound 1 (300 MHz, DMSO-d6)
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Fiqure S. 4: *H-NMR spectrum of compound 1 (300 MHz, DMSO-d6)

Spectrum from 201028-IDA-NEG-SMO0084.wiff (sample ...periment 4, -TOF MS"2 (50 - 1000) from 25.622 min
Precursor: 573.4 Da

80 -
573.4145
70 4
60 -
50 4
=
K7
S 40 1 573.3620
=
30 A 573.3286
20 A 201.0894 371.3197 573.2926
371.3009
10 ?48-9553 527.3210 | 573.0847
100 200 300 400 500 600 700 800 900

Mass/Charge, Da

Fiqure S. 5: LC-MS/MS of compound 1




Spectroscopic data of compound 2

Fiqure S. 6: *H-NMR spectrum of compound 2 (300 MHz, DMSO-d6)
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Fiqure S. 7: 13C-NMR spectrum of compound 2 (300 MHz, DMSO-d6).
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Fiqure S. 8:'H-NMR spectrum of compound 2 (300 MHz, DMSO-d6)
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Spectrum from
Precursor: 359.1 Da

201028-IDA-NEG-SMO0084 .wiff (sample

...periment 6, -TOF MS”2 (50 - 1000) from 10.682 min
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Fiqure S. 9: LC-MS/MS of compound 2
Spectroscopic data of compound 3
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Fiqure S. 10: 'H-NMR spectrum of compound 3 (400 MHz, DMSO-d6)
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Fiqure S. 11: Partial expansion of *H-NMR spectrum of compound 3 (400 MHz, DMSO-d6).
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Fiqure S. 12: Partial expansion of 'H-NMR spectrum of compound 3 (400 MHz, DMSO-d6).
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Fiqure S. 13: Partial expansion of 'H-NMR spectrum of compound 3 (400 MHz, DMSO-d6).
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Fiqure S. 14: 13C-NMR spectrum of 3 (400 MHz, DMSO-d6)
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Fiqure S. 15: 1H-NMR spectrum of compound 3 (400 MHz, DMSO-d6)

Spectrum from 201028-IDA-NEG-SMO0OO084.wiff (sample 1) - 2...84, Experiment 3, -TOF MS"2 (50 - 1000) from 12.893 min
Precursor: 315.0 Da
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Fiqure S. 16: LC-MS/MS of compound 3
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Spectroscopic data of compound 4
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Fiqure S. 17:'H-NMR spectrum of compound 4 (600 MHz, CD;0D).
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Fiqure S. 18: Partial expansion of 'H-NMR spectrum of compound 4 (600 MHz, CD;0D).
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Fiqure S. 19: Partial expansion of *H-NMR spectrum of compound 4 (600 MHz, CD;0D).

NA6-3.1.fid
shortcode 940702
DHS_1H_1D MeOD_DHS /icondata cgomaa 12

—751
—751
—7.50
—749
—748
—747

400000

350000

300000

~250000

200000

150000

100000

I L 50000

. T . T T . T . T T T . T T T T . T . T T : T . T T T T
7.560 7.555 7.550 7.545 7.540 7.535 7.530 7.525 7.520 7.515 7.510 7.505 7.500 ‘31.?95 75490 7.485 7.480 7.475 7.470 7.465 7.460 7.455 7.450 7.445 7.440 7.435 7.430 7.425
ppm

Fiqure S. 20: Partial expansion of *H-NMR spectrum of compound 4 (600 MHz, CD;0D).

16




NA6-3.6.fid CPRLELY
shortcode 940702 o0 #0060 3400000
DHS_13C_1D MeOD_DHS /icondata ogomaa 12 g8p888¢
q R pggae £ @R FRR o ERTEl EEE 13200000
e R = b o meE e Sl R
2 g RIEROT 5 g8o oo |8 g SIXTETRER
| [ NS \ P2 I NI | [| | et | 3000000
2800000
-2600000
-2400000
2200000
2000000
1800000
1600000
1400000
-1200000
1000000
1800000
600000
400000
1 1 I
l | ; | | 1200000
" = ! L,. Yo v e Y JL st pgnn |
--200000
T T T T T T T T T T T T T T T T T T T T x T T T
210 200 190 180 170 160 150 140 130 120 110 100 9 80 70 60 50 40 30 20 10 0 -10
f1 (ppm)
Fiqure S. 21: 13C-NMR spectrum of compound 4 (600 MHz, CD;0D).
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Fiqure S. 22: 1H-NMR spectrum of compound 4 (600 MHz, CD;0D).
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Spectrum from 201028-IDA-NEG-SMO0084.wiff (sample 1) - 2...84, Experiment 3, -TOF MS*2 (50 - 1000) from 11.708 min

Precursor: 329.1 Da
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Fiqure S. 23: LC-MS/MS of compound 4
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Spectroscopic data of compound 5
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Fiqure S. 25: Partial expansion of *H-NMR spectrum of compound 5 (600 MHz, CD;0D).
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Fiqure S. 26: Partial expansion of *H-NMR spectrum of compound 5 (600 MHz, CD;0D).
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Fiqure S. 27: 3C-NMR spectrum of compound 5 (150 MHz, CD;0D)
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Fiqure S. 28: 1H-NMR spectrum of compound 5 (600 MHz, CD;0D).
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Spectrum from 201028-IDA-NEG-SMO0084.wiff (sample ...periment 4, -TOF MS”"2 (50 - 1000) from 12.845 min

Precursor: 299.1 Da
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Fiqure S. 29: LC-MS/MS of compound 5
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Fiqure S. 30:'H-NMR spectrum of compound 6 (600 MHz, CD;0D).
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Fiqure S. 31: Partial expansion of *H-NMR spectrum of compound 6 (600 MHz, CD;0D).
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Fiqure S. 32: Partial expansion of *H-NMR spectrum of compound 6 (600 MHz, CD;0D).
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Fiqure S. 33: Partial expansion of *H-NMR spectrum of compound 6 (600 MHz, CD;0D).
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Fiqure S. 34: 13C-NMR spectrum of compound 6 (150 MHz, CD;0D).
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Fiqure S. 35: 1H-NMR spectrum of compound 6 (600 MHz, CD;0D).

Spectrum from 201101-IDA-POS-SMO0084.wiff (sample 1) - 2...4, Experiment 7, +TOF MS”2 (50 - 1000) from 11.027 min

Precursor: 319.1 Da, CE: 35.0
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Fiqure S. 36: LC-MS/MS of compound 6
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Spectroscopic data of compound 7
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Fiqure S. 37: 1H-NMR spectrum of compound 7 (300 MHz, DMSO-d6)
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Fiqure S. 38: Partial expansion of 1H-NMR spectrum of compound 7 (300 MHz, DMSO-d6).
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Fiqure S. 39: Partial expansion of *H-NMR spectrum of compound 7 (300 MHz, DMSO-d6).
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Fiqure S. 40: Partial expansion of 'H-NMR spectrum of compound 7 (300 MHz, DMSO-d6).
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Fiqure S. 41: 13C-NMR spectrum of compound 7 (75 MHz, DMSO-d6).
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Fiqure S. 42: 1H-NMR spectrum of compound 7 (300 MHz, DMSO-d6)
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Spectrum from 201101-IDA-POS-SMO0084 . .wiff (sample 1) - 2...4, Experiment 3, + TOF MS"2 (50 - 1000) from 12.518 min

Precursor: 303.1 Da, CE: 35.0
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Fiqure S. 43: LC-MS/MS of compound 7
Spectroscopic data of compound 8
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Fiqure S. 44: 1H-NMR spectrum of compound 8 (300 MHz, DMSO-d6).
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Fiqure S. 45: Partial expansion of 1H-NMR spectrum of compound 8 (300 MHz, DMSO-d6).
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Fiqure S. 46: Partial expansion of 1H-NMR spectrum of compound 8 (300 MHz, DMSO-d6).
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Fiqure S. 47: 3C-NMR spectrum of compound 8 (300 MHz, DMSO-d6).
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Fiqure S. 48: 1H-NMR spectrum of compound 8 (300 MHz, DMSO-d6).
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Spectrum from 201101-IDA-POS-SMO0084 .wiff (sample 1) - 2...4, Experiment 7, +TOF MS"™2 (50 - 1000) from 16.529 min

Precursor: 345.1 Da, CE: 35.0
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Fiqure S. 49: LC-MS/MS of compound 8
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Table S. 1: H (300 MHz) and 3C (75 MHz) NMR spectroscopic data of compound 1 (DMSO-d6 & in

ppm, J in Hz).

() m (No. of H, m, () m (No. of H, m,
Position 6.(ppm) nppm( Position 6.(ppm) wppm (
J Hz) J Hz)
. 383 2.37 (1H, m) & 2.12 )1 186 0.90 (3H,d,J=6.2
(1H, m) Hz)
5.16 (1H, dd, J =
2 33.3 1.33 (2H, m) 22 138.1 15.1, 8.4 Ha)
5.02 (1H, dd, J =
3 76.9 3.44 (1H, m) 23 128.8 15.2, 8.1 Hz
1.80 (1H, brd, J =
4 36.8 10.7 Hz) & 1.17 (1H, 24 31.3 0.98 (1H, brs)
d,J=6.7 Hz)
5 140.4 . 25 31.3 1.64 (1H, m)
6 121.2 5.32(1H, brd, J=4.7 26 191 0.82(3H,d,/=6.2
Hz) Hz)
7 314 1.42 (2H, m) 27 18.9 0.81(3H,d,/=6.2
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Hz)
8 31.4 1.51 (1H, brs) 28 23.9 0.96 (2H, brs)
9 49.6 1.00 (1H, br s) 29 11.7 0.78 (3'1;2';" /=65
10 36.2 1 100.8 4.21(1H,d,J=7.5
— Hz)
11 22.6 1.20 (2H, m) 2 70.1 2.89 (1H, m)
12 41.7 2.04 (1H, m) & 1.15 3 76.8 3.14 (1H, m)
(1H, m)
13 41.9 . 4 73.5 3.08 (1H, m)
14 56.3 1.00 (1H, m) 5 76.8 3.04 (1H, m)
15 24.9 1.13 (2H, m) 6 61.1 3.64 (2H, m)
1.94 (1H, brs) & 1.78 \
16 29.3 (L1, brs) 2'-OH 4.82 (brs)
17 56.2 1.00 (1H, m) 3'-OH 4.85 (br s)
18 11.9 0.65 (3H, s) 4'-OH 4.81 (brs)
19 18.9 0.96 (3H, br s) 6'-OH 4.38 (t, J = 5.6 Hz)
20 355 1.36 (1H, m)

Table S. 2 'H (300 MHz) and 3C (75 MHz) NMR spectroscopic data of compound 2 (DMSO-d6 & in ppm, J in Hz).

Position 6. (ppm) 6, ppm (No. of H, m, J Hz)

2 162.1

106.8 7.09 (1H, s)

182.3

152.7

131.7

158.6

91.7 6.94 (1H, s)

O || N O | U | | W

153.3

10 104.4

1 106.8

2 152.0
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3 104.9 6.56 (1H, s)

4 152.0

5 141.7
6 111.8 7.44 (1H, s)
6-OCH3 60.1 3.93 (3H, s)
7-OCH3 56.8 3.81(3H, s)
OCH3-5' 56.6 3.73(3H, s)
5-OH 13.03 (1H, s)
2"-OH 10.47 (1H, s)
4°-OH 10.04 (1H, s)

Table S. 3 H (400 MHz) and 3C (100 MHz) NMR spectroscopic data of compound 3 (DMSO-d6 6 in ppm, J in Hz).

Position 6. (ppm) 6, ppm (No. of H, m, J Hz)
2 147.7
3 136.5
4 176.1
5 160.8
6 97.9 6.36 (1H, d, J = 2.2 Hz)
7 165.4
8 92.4 6.71 (1H, d, J = 2.2 Hz)
9 156.5
10 104.5
1 122.3
2 115.7 7.73 (1H, d, J = 2.2 Hz)
3 145.5
4 148.3
5 116.0 6.90 (1H, d, J = 8.5 Hz,)
6 120.5 7.58 (1H, dd, J = 8.5, 2.2 Hz,)
7-OCH3 56.5 3.87 (3H, s)
3-OH 9.51 (1H, s)
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5-OH 12.50 (1H, s)

3'-OH 9.31 (1H, s)

4°-OH 9.51 (1H, s)

Table S. 4 1H (600 MHz) and *3C (150 MHz) NMR spectroscopic data of compound 4 (CD;0D, & in ppm, J in Hz).

Position 6. (ppm) 6, ppm (No. of H, m, J Hz)

2 166.3

3 103.8 6.62 (1H, s)

4 184.3

5 154.7

6 132.9

7 158.7

8 95.3 6.57 (1H, s)

9 154.0

10 105.8

1 123.7

2 110.6 6.93 (1H, d, J = 8.8 Hz)

3 152.1

4 149.5

5 116.8 7.47 (1H, d, J =2 Hz)

6 121.7 7.50 (1H, dd, J = 8.3, 2 Hz)
6-OCH3 60.9 3.88 (3H, s)
3°-OCH3 56.6 3.96 (3H, s)

Table S. 5 'H (600 MHz) and *3C (150 MHz) NMR spectroscopic data of compound 5 (CD;0D, & in ppm, J in Hz).

Position 6. (ppm) 6y ppm (No. of H, m, J Hz)
2 165.9
3 103.4 6.61 (1H, s)
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182.4

153.7

4
5
6 133.0
7
8
9

157.6
95.3 6.58 (1H, s)
153.0
10 105.1
1 120.4
2,6 129.5 7.86 (2H, d, J = 8.4 Hz)
3,5 117.0 6.94 (2H, d, J = 8.4 Hz)
4 162.6
6-OCH3 60.9 3.88 (3H, s)
Table S. 6 'H (600 MHz) and *3C (150 MHz) NMR spectroscopic data of compound 6 (CD30D, 6 in ppm, J in
Hz).
Position 6. (ppm) 6, ppm (No. of H, m, J Hz)
2 85.3 4.95 (1H, d, J=11.5 Hz)
3 73.8 4.54 (1H, d, J=11.5 Hz)
4 199.0
5 165.1
6 96.0 6.05 (1H, d, J = 2.1 Hz)
7 169.9
8 95.0 6.09 (1H, d, J = 2.3 Hz)
9 164.4
10 102.6
1 129.7
2 115.9 6.97 (1H, d, J = 1.9 Hz)
3 146.3
4 147.2
5 116.1 6.80 (1H, d, J = 8.0 Hz)
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6 120.9 6.85 (1H, dd, J = 8.1, 2.1 Hz)

7-OCH3 56.4 3.82(3H, s)

Fable S. 7. *H (300 MHz) and 13C (75 MHz) NMR spectroscopic data of compound 7 (DMSO-d6 & in ppm, J in Hz).

Position 6.(ppm) 6y ppm (No. of H, m, J Hz)
2 78.7 5.45 (1H, dd, J= 12.3, 3.1 Hz)
3a 3.21 (1H, dd, J= 12.6, 17.1 Hz)
3 42.2
3b 2.75 (1H, dd, J=16.8, 3.1 Hz)
4 197.0
5 163.2
6 94.6 6.07(1H, d, J= 2.4)
7 167.4
8 93.8 6.09 (1H, d, J= 2.4)
9 162.9
10 102.6
1 129.3
2 114.4 6.89 (1H, s)
3 145.2
4 145.8
5 115.3 6.75 (2H, s)
6 118.0 6.75 (2H, s)
7-OCH3 55.9 3.79 (3H, s)

5-OH 12.10 (1H, s)

3-OH 9.02 (1H, s)

4'-OH 9.02 (1H, s)

Table S. 8 *H (300 MHz) and 3C (75 MHz) NMR spectroscopic data of compound 8 (DMSO-d6 6 in ppm, J in Hz).

Position 6.(ppm) 64 ppm (No. of H, m, J Hz)
2 163.3
3 103.4 6.95 (1H, s)
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4 182.2

5 152.5

6 131.4

7 157.7

8 94.5 6.63 (1H, s)

9 152.8

10 104.0

1 123.0

2 109.4 7.56 (1H, d, J= 2.1)

3 149.0

4 152.1

5 111.7 7.13 (1H, d, J= 8.4)

6 120.0 7.68 (1H, dd, J = 8.3, 2 Hz)
6-OCH3 60.0 3.76 (3H, s)
7-OCH3 55.8 3.88 (3H, s)
4°-0CH3 55.9 3.86 (3H, s)

5-OH 13.03 (1H, s)
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