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Figure S1: *H-NMR (400 MHz, CD;0D) Spectrum of 1 (Barlerin)
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Figure S2: *C-NMR (100 MHz, CD3;0D) Spectrum of 1 (Barlerin)
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Mass Spectrum SmartFormula Report

Analysis Info

Analysis Name  D:\Data\Boon-ek\ESI\BY-HRMS 1354 (pos).d

Acquisition Date  8/25/2020 2:13:47 PM

Method tune_wide-RU.m Operator RU
Sample Name BPEA-5/18 Instrument micrOTOF 8213750.10411
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Not active Set Dry Heater 180 °C
Scan Begin 100 m/z Set Capillary 4500 V Set Dry Gas 4.0 Vmin
Scan End 4000 m/z Set End Plate Offset  -500 V Set Divert Valve Waste
Intens 4 +MS, 0.7min #43
x1
1.0
0.8+ 1+
471,1462
0.6
1+
0.4 919.3011
1+
0.21 411.1249
oo - 577.1834 655.3294
200 300 400 500 600 700 800 900 1000 1100 m/z
Meas. m/z # lon Formula m/z |err| [mDa] err [ppm] Mean err [ppm] rdb N-Rule e Conf mSigma
471.146164 1 C17H27015 471.134447 1.7 -24.9 -245 45 ok even 8.1
2 C21H27012 471.149703 35 -7.5 79 85 ok even 14.0
3 C14H31017 471.155576 9.4 20.0 203 -05 ok even 234
4 C24H23010 471.128573 17.6 37.3 -36.9 135 ok even 296
5 C25H2709 471.164959 18.8 -39.9 40.3 125 ok even 35.0
6 C28H2307 471.143829 23 -5.0 45 175 ok even 50.8
7 C32H2304 471.159086 12.9 274 279 215 ok even 722
8 C35H1902 471.137956 8.2 -17.4 -16.9 26.5 ok even 88.2
1 C19H28NaO12 471.147297 1.1 -2.4 28 55 ok even 3.1
2 C15H28NaO15 471.132041 14.1 30.0 296 15 ok even 18.5
3 C22H24NaO10 471.126168 20.0 42.4 -42.0 105 ok even 18.5
4 C23H28NaO9 471.162553 16.4 34.8 352 95 ok even 239
5 C26H24NaO7 471.141424 4.7 -10.1 -9.6 145 ok even 39.7
6 C30H24NaO4  471.156680 10.5 -22.3 228 185 ok even 61.0
7 C33H20NaO2 471.135551 10.6 225 -22.0 235 ok even 76.9

Figure S3: HR-ESI-MS Spectrum 1 (Barlerin)
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Figure S4: *H-NMR (400 MHz, CDs0D) Spectrum of 2 (Shanzhiside Methyl Ester)
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Figure S5: *C-NMR (100 MHz, CD3;0D) Spectrum of 2 (Shanzhiside Methyl Ester)
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Analysis Info
Analysis Name

‘Mass Spectrum SmartFormula Report

Acquisition Date  8/25/2020 2:16:24 PM

D:\Data\Boon-ek\ESI\BY-HRMS 1355 (pos).d

Method tune_wide-RU.m Operator RU
Sample Name  BPEA-5/31 Instrument micrOTOF 8213750.10411
Comment
Acqul;ltlon Parameter
Source Type ESI lon Polarity Posltive Set Nebulizer 03 Bar
Focus Not active Set Dry Heater 180 "C
Scan Begin 100 m/z Set Capillary 4500 V Set Dry Gas 4.0 limin
Scan Ertd ; 4000 m/z Set End Plate Offset  -500 V Set Divert Vaive Waste
Intens. 1
o +MS. 0.3-0.5min #15-3
251
2.0
1+
75 522 5950
159
429,2853
1.04
1+
051 304.2993 5
881.7458
oo hebll Ll n e
200 300 400 500 600 700 800 900 1000 miz
Meas. m/z # lon Formula m/z |err|[mDa] err[ppm] Meanerr[ppm] rdb N-Rule e Conf mSigma
429285343 1 C31H410 429.283892 1.5 34 23 135 ok even 478
1 C17H26NaO11 429.287360 2.0 4.7 58 1.5 ok even 58
2 C29H42NaO  429.281487 39 -8.1 7.9 105 ok even 369
Figure S6: HR-ESI-MS Spectrum of 2 (Shanzhiside Methyl Ester)
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Figure S7: HPLC Chromatogram of Shanzhiside Methyl Ester Standard
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Figure S8: HPLC Chromatogram of Barlerin Standard
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