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Figure 51 '"H NMR spectrum of 1 (CDCls, 600 MHz)
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Figure 52 3C NMR and DEPT spectrum of 1 (CDCls, 150 MHz).
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Figure S3 COSY spectrum of 1
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Figure 54 HSQC spectrum of 1
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Figure S5 HMBC spectrum of 1
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Figure S6 NOESY spectrum of 1
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Figure S7 '"H NMR spectrum of 2 (CDCls ,600 MHz)
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Figure S8 3C NMR and DEPT spectrum of 2 (CDCls;, 150 MHz)
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Figure S9 COSY spectrum of 2
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Figure 510 HSQC spectrum of 2
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Figure S11 HMBC spectrum of 2
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Figure 512 NOESY spectrum of 2
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Figure 513 HRESIMS spectrum of 1

Mass Spectrum SmartFormula Report

Analysis Info

Analysis Name  D:\Data\g4\PSE_000030.d 7/9/2020 1:46:49 PM
Method broadband first signal Operator: YU HSIAO-CHING
Sample Name PS-E Instrument: BRUKER FT-MS solariX
Comment ESI Positive
Intens. 451.14930
x108]
3.01
2.5+
2.0
1.51
104 453.14638
0.51
A

" 45100 45125 45150 45175 45200 45225 45250 45275 45300 45325  miz
[— PSE_000030.d: +MS \

Meas. m/z # Formula Score m/z err[mDa] err[ppm] mSigma rdb e Conf N-Rule
45114930 1 C21H29CINaO7 100.00 451.14940 0.10 0.23 270 6.5 even ok
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Figure 514 HRESIMS spectrum of 2

Mass Spectrum SmartFormula Report

Analysis Info

Analysis Name  D:\Data\g4\PSF_000005.d 7/9/2020 1:57:57 PM
Method broadband first signal Operator: YU HSIAO-CHING
Sample Name PS-F Instrument: BRUKER FT-MS solariX
Comment ESI Positive
Intens. | 451.14912
x108]
2.5
2.0
1.59
] 453.14615
1.0
0.5
A LN

" 45100 45125 45150 45175 45200 45225 45250 45275 45300 45325  miz
[— PSF_o00005.d: +MS |

Meas. m/z # Formula Score m/z err[mDa] err[ppm] mSigma rdb e Conf N-Rule
45114912 1 C21H29CINaO7 100.00 451.14940 0.29 0.63 48 6.5 even ok
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Table S1 the 'H and *C data of the sidechain of compounds 1-4

1 3 2 4
H 13C 'H 13C 'H 13C 'H 13C
9 6.30, d (15.5) 112.6 6.24 d, (15.5) 122.6 6.32, d (15.5) 112.2 6.30, d (15.6) 122.5
10 6.55, d (15.5) 1445 6.51d, (15.5) 144.8 6.51, d (15.5) 141.6 6.51, d (15.6) 141.3
11 76.0 76.1 762 76.2
12 3.49, brs 78.5 3.47, brs 78.6 3.52,d (2.0) 79.2 3.50, d (1.5) 79.4
13 1.70, m 35.5 1.69, m 35.4 1.55, m 36.6 1.54, m 35.7
14 133, m 28.8 132, m 28.8 131, m 28.9 131, m 28.9
141, m 1.40, m 142, m 1.40, m

15 0.92, t (7.0) 12.0 0.90, t (7.3) 12.0 0.91, t (7.4) 12.0 0.91, t (7.4) 12.0
16 0.97, d (6.8) 13.5 0.98, d (6.7) 135 0.88, d (7.0) 133 0.87, d (7.0) 13.4
17 132, s 23.7 1.30, s 23.7 137, s 27.0 137, s 26.7
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Figure S15 IR spectrum of 1
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Figure 516 UV spectrum of 1
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Figure S17 IR spectrum of 2
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Figure 518 UV spectrum of 2
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