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Figure S1. LC-MS base peak ion chromatograms of the dichloromethane fraction of the flowers of P. japonicum at positive ion mode (6 eV, ESI").
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Figure S2. ESI-QTof-MS spectrum of oxypeucedanin hydrate (peak 1).
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Figure S3. ESI-QTof-MS spectrum of oxypeucedanin methanolate (peak 2).
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Figure S4. ESI-QTof-MS spectrum of pabulenol (peak 3).
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Figure S5. ESI-QTof-MS spectrum of 5-[(3-hydroxy-3-methyl-1-butenyl)oxy]psoralen (peak 4).
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Figure S6. ESI-QTof-MS spectrum of 3'-O-acetyl-4'-O-propanoylkhellactone (peak 5).
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Figure S7. ESI-QTof-MS spectrum of 3'- O-(2-methyl-butyryl)-4'-hydroxy khellactone (or 3'-O-(isovaleryl)-4'-hydroxy khellactone) (peak 6)
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Figure S8. ESI-QTof-MS spectrum of 3'-O-acetyl-4'-O-isobutyryl khellactone (hyuganin D) (peak 7).
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Figure S9. ESI-QTof-MS spectrum of isoimpertorin (peak 8).



220530 _peu_flower_p_03 574 (10.581) AM2 (Ar,20000.0,0.00,0.00); ABS 1: TOF MS ES+
4091266 9 G1e5
100+
= 2450814
297 0707
™ 4410.1295
2870046
1959126 425.0999 795 2621 ! !
: 532 0662 : !
N 175.0392... 1 1t 343.?45{0 ( _4710961 & 5820479 . o0n 732801 L g1 2341 929 5057 50-8807 10045386 1063 5906 1782133
L L B L B L R I I I I I I L I L L L L L L L I L UL UL L UL LU L LU AR RS AR RN RARES RALAN LR R
100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000 1050 1100 1150

Figure 510. ESI-QTof-MS spectrum of 3'-O-acetyl-4'-O-angeloylkhellactone (pteryxin) (peak 9).
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Figure S11. ESI-QTof-MS spectrum of 3'-O-acetyl-4'-O-senecioylkhellactone (peak 10).
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Figure S12. ESI-QTof-MS spectrum of 3'-O-acetyl-4'-O-(2-methyl butanoate)khellactone (or 3'-O-acetyl-4'-O-isovalerylkhellactone) (peak 11).
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Figure S13. ESI-QTof-MS spectrum of 3'-O-propanoyl-4'-O-angeloyl khellactone (or 3'-O-propanoyl-4'-O-senecioylkhellactone) (peak 12).
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Figure S14. ESI-QTof-MS spectrum of 3'-O-angeloyl-4'-O-propanoylkhellactone (or 3'-O-senecioyl-4'-O-propanoylkhellactone) (peak 13).
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Figure S15. ESI-QTof-MS spectrum of 3'-O-isobutyryl-4'-O-isobutyrylkhellactone (peak 14).
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Figure S16. ESI-QTof-MS spectrum of 3'-O-angeloyl-4'-O-isobutyrylkhellactone (peak 15).
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Figure S17. ESI-QTof-MS spectrum of 3'-O- isobutyryl-4'-O-angeloylkhellactone (peak 16).
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Figure S18. ESI-QTof-MS spectrum of 3'-O-isobutyryl-4'-O-senecioylkhellactone (peak 17).
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Figure S19. ESI-QTof-MS spectrum of 3'-O-senecioyl-4'-O-isobutyrylkhellactone (peak 18).
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Figure 520. ESI-QTof-MS spectrum of 3'-O-angeloyl-4'-O-angeloylkhellactone (paeruptorin B) (peak 19).
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Figure S21. ESI-QTof-MS spectrum of 3'-O-angeloyl-4'-O-senecioylkhellactone (peak 20).
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Figure 522. ESI-QTof-MS spectrum of 3'-O-senecioyl-4'-O-senecioylkhellactone (peak 21).
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Figure 523. ESI-QTof-MS spectrum of 3'-O-senecioyl-4'-O-angeloylkhellactone (peak 22).
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Figure S24. ESI-QTof-MS spectrum of 3'-O-(2-methyl butyryl)-4'-O-isobutyrylkhellactone (peak23).
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Figure 525. ESI-QTof-MS spectrum of 3'-O-isovaleryl-4'-O-isobutyrylkhellactone (peak 24).
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Figure S26. ESI-QTof-MS spectrum of 3'-O-

(2-methyl butyryl)-4'-O-angeloylkhellactone [3'-O-(2-methyl butyryl)-4'-O-senecioyl khellactone, 3'-

O-isovaleryl-4'-O-angeloylkhellactone (paeruptorin C), or 3'-O-isovaleryl-4'-O-senecioylkhellactone] (peak 25).
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Figure S$26. ESI-QTof-MS spectrum of 3'-O-angeloyl-4'-O-(2-methyl butyryl)khellactone [3'-O-angeloyl-4'-O-isovaleryl khellactone, 3'-O-
senecioyl-4'-O-(2-methyl butyryl)khellactone, or 3'-O-senecioyl-4'-O-isovaleryl khellactone] (peak 26).
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Figure S528. ESI-QTof-MS spectrum of 3'-O-(2-methyl butyryl)-4'-O-(2-methyl butyryl)khellactone (or 3'-O-(2-methyl butyryl)-4'-O-
isovalerylkhellactone) (peak 27).
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Figure 529. ESI-QTof-MS spectrum of 3'-O-isovaleryl-4'-O-(2-methyl butyryl)khellactone (or 3'-O-isovaleryl-4'-O-isovalerylkhellactone) (peak
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Figure S30. Total scan PDA chromatograms of (a) flowers (S3), (b) roots (515), (c) leaves (S9), and (d) stems (S21) of Peucedanum japonicum
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Figure S31. UV-Vis spectra of all the peaks present in PDA chromatograms of the methanol extract of four parts of Peucedanum japonicum
between 200-500 nm.
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Figure S31. UV-Vis spectra of all the peaks present in PDA chromatograms of the methanol extract of four parts of Peucedanum japonicum

between 200-500 nm. (Cont)
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Figure S31. UV-Vis spectra of all the peaks present in PDA chromatograms of the methanol extract of four parts of Peucedanum japonicum

between 200-500 nm. (Cont)

T
300

LA A
460 470

e nm

T
480 490 500

220321_psuce_CHZCI2_2 12648 (10.540)

8 5e-2

222.6540

8.0e-2

7 5e-24

7 0e-24

6.5e-2

6.0e-2

5 5e-2

5 0e-2

4 5e-24

4 0e-24

AU

3.6e-24

3.0e-2

2 5e-2

20e-24
1 5e-24

1.0e-24

5.0e-3

0o T T

peak 10

4: Diode Armay

8 52e-2

210 230 230

220321_peuce_t1000_2 16685 (13.072)
22,6540

85e-2

AU

3.0e2

2.5e-2

2 e-2

peak 12

4 Diod

2 Array

69122

T
370

T
380

440

T
450

TrTeTTYT
460 470

T
480

T
430

\ nm
500



220321_peuce_t1000_2 18635 (15.531) k 17 4: Diode Array 220321_peuce_t1000_2 18876 (15.732) k 18 4 Diods Array
2226540 pea 1.113e-1 2236540 pea 1.068e-1

1-1e-14 1.05e-1
1 1.0e-1
1.0e-14 9.50.2
1 9.0e-2
9.0e-29 3500
1 5.02
8.0e-29
7502
E 7.0e-2
7.0e-24
6502
6.0e-2
6.0e-24
5 5 66e2
= E Ed
5002
5.0e-29
4562
4.0e2
4.0e-24
1 3502
3.0e-2 30e2
1 2562
20024 20e2
1 1.5¢-2
1.0e-24 3226540 1.0e-2
1 5063 3246540
0.0 L L L L A R L L Ll L L L LA L L R Ll L Ll LA Ut M) R LA LA L LA A AL L L LR LA LA AL LAY LA LA LA Lt EAA) LA LR LAY L) LAY AL LA U LEAMLAARI LS AR L Lt s L 00 L R L L L L ] L LA L LA L LD L L) R L) LA RS AR LA LA RAAN AL AL ALK LAAN LA LALA LAl LA LR A WAL LS LAEN LA AL LA UALLE LA AL RLAAN LAl RAAM AL REAAASAR] Ll it i st an) WAL
20 220 230 240 250 260 270 280 290 300 30 320 330 340 350 360 370 380 390 400 410 420 430 440 450 460 470 480 490 500 210 220 230 240 250 260 270 280 290 300 310 320 330 340 350 360 370 380 390 400 410 420 430 440 450 460 470 480 490 500
220321_peuce_t1350 19006 (15.840) 4- Diode Array 220321_peuce_t1000_2 19440 (16.202) 4: Diode Array
221.6540 peak 19 1.434e-1 2226540 peak 20 11791
11619

AU

30e-24

20e-24

322.6540

3226540

T ey T T L L L T LA e e i s e W 0.0 rreeprermyrreererrrreererrereE—TTTT Y ey AL U A S LAY Vet Ui s v e TreeeT nm
230 240 250 260 270 280 290 300 310 320 330 340 350 360 370 380 390 400 410 420 430 440 450 460 470 480 490 500 210 220 230 240 250 260 270 280 290 300 310 320 330 340 350 360 370 380 390 400 410 420 430 440 450 460 470 480 490 500

T
210 220

Figure S31. UV-Vis spectra of all the peaks present in PDA chromatograms of the methanol extract of four parts of Peucedanum japonicum
between 200-500 nm. (Cont)
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Figure S31. UV-Vis spectra of all the peaks present in PDA chromatograms of the methanol extract of four parts of Peucedanum japonicum
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Figure S31. UV-Vis spectra of all the peaks present in PDA chromatograms of the methanol extract of four parts of Peucedanum japonicum
between 200-500 nm. (Cont)



OPLS-DA: Validate Model @ R2Y(Cum)
$M2.DA(1) Intercepts: R2=(0.0, -0.0066), Q2=(0.0, -0.399) W Q2(Cum)

0.8 ,f',¢

06 g PR g ,¢

0.2 - e

R2Y(Cum), Q2(Cum)

-0.2- 7

0.4 .

-0.6 T T T T T T T T T T T 1
-20% 0% 20% 40% 60% 80% 100% 120%
Correlation between original Y-vector and permuted Y-vector

200 permutations, component 1
SIMCA 17.0.2 - 9/6/2022 10:37:21 AM (UTC+9)

Figure S32. Permutation plot for validation of OPLS-DA obtained from 200 permutation test.



