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Mass Spectrum SmartFormula Report

Acquisition Date

4/9/2021 5:20:39 PM

Method LC_Direct Infusion_pos_70-500mz.m Operator Scsio
Sample Name pengqingyun_L-28952-2_pos Instrument maxis 255552.00029
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Active Set Capillary 4500 V Set Dry Heater 180 °C
Scan Begin 70 miz Set End Plate Offset -500 V Set Dry Gas 4.0 Umin
Scan End 1500 m/z Set Charging Voltage ov Set Divert Valve Waste
Set Corona 0nA Set APCI Heater o°c
Intens |~ +MS, 0.5min #2
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401.2325
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380 385 %0 385 400 405 410 415 miz
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3872170 1 C23H3105  100.00 387.2166 7 0.4 186 85 even ok
4091993 1 C23H30NaO5 100.00 409.1985 19 -08 614 85 even ok
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Figure S1 Mass spectrum of compound 1 (determined as Cx:HsOs by HR-ESI-MS: m/z

387.2170, [M+HJ", cald for CsH51NaOs, 387.2166)
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Figure S3 ¥C-NMR spectrum of compound 1
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Figure S6 'H-13C HMBC spectrum of compound 1
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Figure S8 Mass spectrum of compound 2 (determined as C23H300s by HR-ESI-MS: m/z
387.2163, [M+H]*, cald for C2sH310s, 387.2166)
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Figure S9 "H-NMR spectrum of compound 2
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Figure S10 *C-NMR spectrum of compound 2
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Figure S11 'H-3C HSQC spectrum of compound 2
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Figure S14 'H-'H NOESY spectrum of compound 2

Mass Spectrum SmartFormula Report N
Analysis Info Acquisition Date 3/16/2021 11:35:14 AM
Analysis Name D:\Data\MS\data\202103\penggingyun_L-28952-3_pos_61_01_10157.d
Method LC MS_Direct Infusion_pos_100-1000mz.m Operator sCSlo
Sample Name pengqingyun_L-28952-3_pos Instrument maxis 255552.00029
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Active Set Capillary 4500 v Set Dry Heater 180°C
Scan Begin 100 miz Set End Plate Cffset 500V Set Dry Gas 4.0 ¥min
Scan End 2000 miz Set Charging Voltage ov Set Divert Valve Waste
Set Gorona 0nA Set APCI Heater 0°C
Intens. +MS, 0.4min #2
x104;
125
1.00
401.2327
078 387.2167
050 ‘
025
385.1998 391.2845
50,9407 e ’ (5 | ss3283 L a7 z7ar09, 1971 4132881 4171901 ]
380 385 350 395 450 405 410 415 miz
Meas.miz # lonFormula Score miz err[ppm] err[mDa] mSigma rdb e Conf N-Rule
387.2167 1 C23H3105  100.00 387.2166 02 0.1 424 85 even ok
4091971 1 C23H30NaO5 100.00 409.1985 36 1.5 622 85 even ok
penggingyun_L-28852-3_pos_61_01_10157.d .
Bruker Compass DataAnalysis 4.1 printed: 316/2021 11:39:57 AM by: SCSIO Page 1 of 1

11 (oo

Figure S15 Mass spectrum of compound 3 (determined as C23H300s by HR-ESI-MS:

387.2167, [M+H]*, cald for C23Hs10s, 387.2166)
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Figure S16 "H-NMR spectrum of compound 3
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Figure S17 13C-NMR spectrum of compound 3
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Mass Spectrum SmartFormula Report

Analysis Info

Analysis Name

Acquisition Date
D:\Data\MS\data\202104\pengqingyun_L-28952-7_pos_65_01_10427.d
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Method LC_Direct Infusion_pos_70-500mz.m Operator SCsIO
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Comment
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Source Typa ES| lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Active Set Capillary 4500 V Set Dry Heater 180 °C
Scan Begin 70 miz Set End Plate Offset -500 V Set Dry Gas 4.0 Imin
Scan End 1500 m/z Set Charging Voltage oV Set Divert Valve Waste
Set Corona 0nA Set APCI Heater 0°Cc
Intens. “+MS, 0 2min #11
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1.0
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4532255
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4292259
0.2 J 431.2418 s 1700445 225947 2346
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oo s g A5 i i e
425 430 435 440 445 450 455 460 miz
Meas. m/z # lonFormula Score mfz err[ppm] err[mDa]. mSigma rdb e Conf N-Rule
4312418 1 C25H3506 10000 431.2428 23 - 437 85 even ok
4532255 1 C25H34NaO6 10000 453.2248 A7 08 281 85 even ok
1_L-28952-7_pos_65_01_10427.d B -
Bruker Compass DataAnalysis 4.1 printed: 4/9/2021 5:38:21 PM by: SCSIO Page 1 0f 1

Figure 522 Mass spectrum of compound 4 (determined as C2sH3Os by HR-ESI-MS: m/z
453.2255, [M+Na]*, cald for C2sH34sNaOs, 453.2248)
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Figure S23 "H-NMR spectrum of compound 4
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Figure S25 'H-13C HSQC spectrum of compound 4
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Figure 526 'H-'H COSY spectrum of compound 4
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Method LC_Direct Infusion_pos_70-500mz.m Operator 8CsIO
Sample Name caijian_L-28952-9_pos Instrument maXis 255552.00029
Comment
Acquisition Parameter
Source Type ES| lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Aclive Set Capillary 4500V Set Dry Heater 180°C
Scan Begin 70 miz Set End Plate Offset 500 V Set Dry Gas 4.0 Umin
Scan End 1500 miz Sei Charging Voltage oV Set Divert Valve Waste
Set Corona 0 na Sel APCI Heater 0°c
Intens. T o +MS, 0.3min
x105
2.0
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15
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0.0+ T T T T T
360 365 370 375 380 385 390 395 400 miz
Meas. miz # lonFormula Score m/z erfppm] err[mDa] mSigma rdb e Conf N-Rule
3711857 1 C22H2705 10000 371.1853 1.0 0.4 24 95 even ok
3831688 1 C22H26Na05 10000 393.1672 41 16 139 95 even ok
7413641 1 C4dH53010 10000 7413633 1.0 07 238 185 even ok
7633431 1 C44HS2NaO10 10000 7633453 28 22 359 185 even ok
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Bruker Compass DataAnalysis 4.1 printed:  3/16/2022 3:27:53 PM by.  SCSIO T Pagetofi

Figure 529 Mass spectrum of compound 5 (determined as C22H260s by HR-ESI-MS: m/z
371.1857, [M+Na]*, cald for C22H2O5, 371.1853)
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Figure S31 3C-NMR spectrum of compound 5
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Figure S32 'H-13C HSQC spectrum of compound 5
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Figure S33 'H-'H COSY spectrum of compound 5
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