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Figure S1. (+) ESI-MS spectrum of compound 3.

800

201.36 94127

900

1000



C4 #72-86 RT: 0.40-0.47 AV: 7 SB: 130 0.04-0.32, 0.72-1.89 NL: 2.62E4
F: ITMS + c ESI Full ms [50.00-1200.00]
100 305.33

o5

80

85

80 283.23
75
70
65
60
55
50 587.32
45

40 265.30
35
30

25
20 306.37

Relative Abundance

15 588.37
10 179.22

338.62 360.52 403.19 589.39

5 24731
|

113.09 153.24 |180.16 b Ll 40828 a7171 50761 55732
G I 1 L 1 I |I ] T 1 L] | L 1 L 1 I 1 L] T 1 .I L |.I II s I. I. I | I| 1 Ll I | 1 L] 1 L] | ] T ) Ll | T 1 L] 1

T
100 150 200 250 300 350 400 450 500 550 600
miz

Figure S2. (+) ESI-MS spectrum of compound 4.



Figure S3. IR (KBr) spectrum of compound 3.
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Figure S4. IR (KBr) spectrum of compound 4.
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Figure S5. '"H NMR (600 MHz, (CD3)2SO) spectrum of compound 3.
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Figure S6. °C NMR (151 MHz, (CD3)2SO) spectrum of compound 3.
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Figure S7. 'H NMR (600 MHz, CDCls) spectrum of compound 4.
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Figure S8. 3C NMR (151 MHz, CDCls) spectrum of compound 4.



ZHW-C4/3

L 1200

L —200

L —400

L —600

L —800

L —1000

Figure S9. DEPT (151 MHz, CDCls) spectrum of compound 4.
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Figure 510. UV spectrum of compound 3 in MeOH.
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Figure S11. UV spectrum of compound 4 in MeOH.
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Figure §12. '"H NMR (600 MHz, pyridine-ds) spectrum of (R)-MTPA of compound 3.
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Figure S13. '"H NMR (600 MHz, pyridine-ds) spectrum of (5)-MTPA of compound 3.
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Table S1. 'H NMR spectral data for 3 and its MTPA esters 3a and 3b ('H, 600 MHz).

Compound 3 (in DMSO-ds)

MTPA essters (in pyridine-ds)

position
OH (in ppm, | in Hz) Ou(3a) Ou (3b)
1
2
3
4
5 5.37 (1H, m) 5.902 (1H, m) 5.971 (1H, m)
6
7 3.60 (1H, t, ] =4.2) 5.404 (1H, t, ] =5.6) 5.849(1H, t, = 3.1)
7-OH 8.31 (1H, s)
8 1.39 (1H, m) 1.322 (1H, m) 1.292 (1H, m)
9 1.06 (1H, m) 1.177 (1H, m) 1.145 (1H, m)
1.31 (1H, m) 1.292 (1H, m) 1.123 (1H, m)
10 0.84 BH, t,]=72) 1.154 3H, t, [ =7.5) 1.137 (8H, t, [ = 7.6)
11 262(1H,4,]=72) 2.798 (1H, q,]=7.3) 2703 (1H, q,]=7.4)
2.67(1H, q,]=7.8) 2710 (1H, q,]=7.4) 2.688 (1H, q,]=7.3)
12 1.16 3H, t,]=7.2) 0.807 (1H, g, ] = 6.8) 0.942 (1H, g, ] = 6.8)
13 4.01 (2H, s) 5.306 (2H, s) 5.296 (2H, s)
14 1.37 (3H, s) 1.541 (3H, s) 1.571 (3H,s)
15 1.60 (3H, d, ] = 0.6) 1.847 (3H, d, ] =1.7) 1.875 (3H, d, ] = 1.3)
16 0.71 (3H, d, ] = 6.6) 1.167 (3H, d, ] =6.7) 1.092 (3H, d, ] = 6.5)
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Figure S14. '"H NMR (600 MHz, pyridine-ds) spectrum of (R)-MTPA of compound 4.
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Table S2. 'H-NMR spectral data for 4 and its MTPA esters 4a and 4b ('H, 600 MHz).

position Compound 4 (in CDCls) 4a (in pyridine-ds) 4b (in pyridine-ds)
ou (in ppm, J in Hz) Ou (in ppm, J in Hz) Ou (in ppm, J in Hz)
1
2
3
4
5 5.42 (1H, s) 6.008 (1H, s) 6.009 (1H, s)
6
7 3.70(1H, d, J=6.9) 4507 (1H, d, J=5.9) 4.508(1H, d, ] =5.8)
7-OH
8 1.50 (1H, m) 1.712 (1H, m) 1.711 (1H, m)
9 1.05 (1H, m) 1.272 (1H, m) 1.271 (1H, m)
1.31 (1H, m) 1.269 (1H, m) 1.268 (1H, m)
10 0.87 (3H, t, T=7.5) 0.933 (3H, t, ] =7.3) 0933 BH, t, ] =7.4)
11 2.65 (2H, m) 2.755 (2H, m) 2.756 (2H, m)
12 1.24 BH, t, ] =7.5) 1.108 3H, t, ] =6.7) 1.109 BH, t, ] =6.7)
13 4.24 (2H, m) 4.671 (2H, m) 4.672 (2H, m)
14 1.47 (3H, s) 1.988 (3H, s) 1.989 (3H, s)
15 1.64 (3H, d, ] =1.3) 1.590 (3H) 1.590 (3H)
16 0.84 (3H,d, ] =6.7) 1.206 (3H, d, ] =7.6) 1.206 (3H, d, ] =7.6)
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