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Figure S1: Dose-response curve of PL inhibition against concentration of naibai extract (a) 

DCM extract.
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Figure S2: Dose-response curve of PL inhibition against different concentration of Brassica 

rapa ssp. chinensis extract (a) NB1, (b) NB2, (c) NB3 and (d) NB4.
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Figure S3: Dose-response curve of PL inhibition against different concentration of Brassica 
rapa ssp. chinensis extract after semi-preparative HPLC (a) NB4.1, (b) NB4.2, (c) NB4.3, (d) 
NB4.4, (e) NB4.5, (f) NB4.6, (g) NB4.7.



 
 

 
 

Sample Name Nalbai4.2 Dat a File D:\MassHunter\Data\External\FST\20210817\Nalbai4_2
-1.d

I nst rument  Name Agilent 6546 LC-QTOF I RM Calibrat ion
St at us Success

Acq Met hod MS Scan_union-1.m Acquired Time 17/8/2021 12:11:27 PM (UTC+ 08:00)
Comment A/P Huang Dejian Operat or

Meas. m/ z # Formula Calc. Mass Err  [ ppm]
769.486 1 C43 H70 Na O10 769.4861 0.13
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Figure S4: HR-ESIMS of NB4.2 (Cationic mode).

Figure S5: 1H NMR spectrum of NB4.2 in pyridine-d5



Figure S6: 13C NMR spectrum of NB4.2 in pyridine-d5

Figure S7: COSY NMR spectrum of NB4.2 in pyridine-d5



Figure S8: HSQC NMR spectrum of NB4.2 in pyridine-d5

Figure S9: HMBC NMR spectrum of NB4.2 in pyridine-d5



Figure S10: NOESY NMR spectrum of NB4.2 in pyridine-d5

 
 

 
 

Sample Name Nalbai4.5 Dat a File D:\MassHunter\Data\External\FST\20210817\Nalbai4_5
.d

I nst rument  Name Agilent 6546 LC-QTOF I RM Calibrat ion
St at us Success

Acq Met hod MS Scan_union-1.m Acquired Time 17/8/2021 12:04:09 PM (UTC+ 08:00)
Comment A/P Huang Dejian Operat or

Meas. m/ z # Formula Calc. Mass Err  [ ppm]
797.518 1 C47 H73 O10 797.5198 2.26
797.518 1 C54 H69 O5 797.514 5.02
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Figure S11: HR-ESIMS of NB4.5 (Cationic mode)



Figure S12: 1H NMR spectrum of NB4.5 in pyridine-d5

Figure S13: 13C NMR spectrum of NB4.5 in pyridine-d5



Figure S14: COSY NMR spectrum of NB4.5 in pyridine-d5

Figure S15: HSQC NMR spectrum of NB4.5 in pyridine-d5



Figure S16: HMBC NMR spectrum of NB4.5 in pyridine-d5

Figure S17: NOESY NMR spectrum of NB4.5 in pyridine-d5



Figure S18: 1H NMR spectrum of NB4.4 in pyridine-d5

Figure S19: 1H NMR spectrum of NB4.6 in pyridine-d5



naibai ccmeoh frtwo #3-24 RT: 0.05-0.58 AV: 22 NL: 3.55E2
T: ITMS + c ESI Full ms [50.00-1500.00]
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Figure S20: ESI-MS spectrum of NB4.2 (Cationic mode)
naibai ccmeoh frtwo #125-184 RT: 2.40-2.64 AV: 15 NL: 2.06E1
T: ITMS + c ESI Full ms2 769.00@cid20.00 [210.00-1500.00]
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Figure S21: ESI-MS/MS spectrum of m/z 769 from NB4.2 (Cationic mode)



Sample Name NB4.4 Instrument Name Instrument 1 Operator WLK

Inj Vol 5 IRM Calibration
Status Success Data Filename NB4.4_msms.d

ACQ Method MS Scan_union_APCI-1.m Comment FST, Prof Huang Dejian Acquired Time 28/7/2022 4:47:17 PM (UTC+08:00)
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Figure S22: APCI-MS/MS spectrum of m/z 766 from NB4.4 (Cationic mode)
naibai ccmeoh frtfour #2-24 RT: 0.03-0.54 AV: 23 NL: 2.65E2
T: ITMS + c ESI Full ms [50.00-1500.00]
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Figure S23: ESI-MS spectrum of NB4.4 (Cationic mode)



naibai ccmeoh frtfour #30-83 RT: 0.67-1.61 AV: 54 NL: 9.87
T: ITMS + c ESI Full ms2 771.00@cid28.00 [210.00-1500.00]
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Figure S24: ESI-MS/MS spectrum of m/z 771 from NB4.4 (Cationic mode)
naibai ccmeoh frtfive #2-18 RT: 0.03-0.43 AV: 17 NL: 9.49E1
T: ITMS + c ESI Full ms [50.00-1500.00]
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Figure S25: ESI-MS spectrum of NB4.5 (Cationic mode)
naibai ccmeoh frtfive #21-66 RT: 0.49-1.05 AV: 33 NL: 2.92
T: ITMS + c ESI Full ms2 792.00@cid20.00 [215.00-1500.00]
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Figure S26: ESI-MS/MS spectrum of m/z 792 from NB4.5 (Cationic mode)



naibai ccmeoh frsix #3-18 RT: 0.05-0.42 AV: 16 NL: 3.12E2
T: ITMS + c ESI Full ms [50.00-1500.00]

100 200 300 400 500 600 700 800 900 1000 1100 1200 1300 1400 1500
m/z

0

5

10

15

20

25

30

35

40

45

50

55

60

65

70

75

80

85

90

95

100

R
el

at
iv

e 
A

bu
nd

an
ce

625.63

639.48

421.80
609.84

794.26

497.72224.36 575.47 799.57689.41280.41 559.61
180.33148.28 369.13

102.29 481.84
339.39 477.71 708.37408.72

435.53246.38 733.81325.28 822.26513.56
83.21 878.40 906.91 953.29 1024.55 1174.15 1212.911121.94 1348.081300.10 1397.40

Figure S27: ESI-MS spectrum of NB4.6 (Cationic mode)

Sample Name NB4.6 I nst rument  Name Instrument 1 Operat or WLK

I nj  Vol 10 I RM Calibrat ion
St atus Success Dat a Filename NB4.6_msms1.d

ACQ Met hod MS Scan_union_APCI-1.m Comment FST, Prof Huang Dejian Acquired Time 28/7/2022 5:09:07 PM (UTC+ 08:00)
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Figure S28: APCI-MS/MS spectrum of m/z 794 from NB4.6 (Cationic mode)



naibai ccmeoh frseven #3-21 RT: 0.05-0.50 AV: 19 NL: 1.16E2
T: ITMS + c ESI Full ms [50.00-1500.00]
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Figure S29: ESI-MS spectrum of NB4.7 (Cationic mode)
naibai ccmeoh frseven #25-66 RT: 0.59-1.31 AV: 42 NL: 5.68
T: ITMS + c ESI Full ms2 775.00@cid30.00 [210.00-1500.00]
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Figure S30: ESI-MS/MS spectrum of m/z 775 from NB4.7 (Cationic mode)



Sample Name NB4.7 I nst rument  Name Instrument 1 Operat or WLK

I nj  Vol 5 I RM Calibrat ion
St atus Success Dat a Filename NB4.7_msms.d

ACQ Met hod MS Scan_union_APCI-1.m Comment FST, Prof Huang Dejian Acquired Time 28/7/2022 5:14:31 PM (UTC+ 08:00)
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Figure S31: APCI-MS/MS spectrum of m/z 775 from NB4.7 (Cationic mode)

 
Figure S32: GC-MS/FID of NB4.2 after alkaline hydrolysis (Tricosanoic acid is internal 

standard)



Figure S33: GC-MS/FID of NB4.5 after alkaline hydrolysis (Tricosanoic acid is internal 
standard)
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Figure S34: HPLC chromatogram of NB4.2 at 210 nm
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Figure S35: 3D HPLC chromatogram of NB4.2
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Figure S36: HPLC chromatogram of NB4.4 at 210 nm
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Figure S37: 3D HPLC chromatogram of NB4.4
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Figure S38: HPLC chromatogram of NB4.5 at 210 nm
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Figure S39: 3D HPLC chromatogram of NB4.5 
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Figure S40: HPLC chromatogram of NB4.6 at 210 nm
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Figure S41: 3D HPLC chromatogram of NB4.6
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Figure S42: HPLC chromatogram of NB4.7 at 210 nm
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Figure S43: 3D HPLC chromatogram of NB4.7


