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Fig. S1 Structures of the coumarin derivatives isolated from the roots of
Neocryptodiscus papillaris
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Fig. S2 '"H NMR spectrum (600 MHz, CDCI3) of 4’-Hydroxyosthol (2)
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Fig. S3 °C NMR spectrum (125 MHz, CDCI3) of 4’-Hydroxyosthol (2)
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Fig. S4 2D COSY spectrum of 4’-Hydroxyosthol (2)
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Fig. S5 2D HSQC spectrum 4’-Hydroxyosthol (2)
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Fig. S6 2D HMBC spectrum of 4’-Hydroxyosthol (2)
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Fig. S7 2D NOESY spectrum of 4’-Hydroxyosthol (2)




Qualitative Compound Report

Data File 174A064V_dil.d Sample Name 174A064V_dil
Sample Type Sample Position Vial 22
Instrument Name Instrument 1 User Name Heidi
Acq Method SMaccms_DESI(+)_Centroid.m Acquired Time  2/13/2018 2:13:04 PM
IRM Calibration Status [Success  |pAMethod Default.m
Comment
Sample Group Info.
Stream Name Lc1 Acquisition SW 6200 series TOF/6500 series
Version Q-TOF B.06.01 (B6172 SP1)
Comp d Table
MFG Diff
Compound Label RT Mass F MFG Formula (ppm) DB Formula
Cpd 5: C15 H16 04; 4.93 260.1042 C15 H16 04 C15 H16 04 2.55 C15 H16 04
283.09237 260.10420
Compound Label m/z RT Algorithm Mass
Cpd 5: C15 H16 04; 283.09237 4.93 Find by Molecular Feature 260.1042

283.09237 260.10420

MFE MS Spectrum
x10 5 |Cpd 5: C15 H16 O4; 283.09237 260.10420: +ESI MFE Spectrum (4.88-5.04 min) Frag=150.0V 17...
*283.09237
7 ([C15 H16|04]+Na)+
64
54
4
3
2
1
0 .
200 300 400 500 600 700 800 900 1000 1100 1200
Counts vs. Mass-to-Charge (m/z)
MFE MS Zoomed Spectrum
x10 5 |Cpd 5: C15 H16 O4; 283.09237 260.10420: +ESI MFE Spectrum (4.88-5.04 min) Frag=150.0V 17...
*283.p9237
7 (IC15 H16|{04]+Na)+
6
5
4
3 261.11146
24 ([C15 H16 O4)+H)+ 299.06708
1] (IC15 H16 O4}+K)+
0 | A A i
230 240 250 260 270 280 290 300 310 320 330
Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List
m/z z |Abund Formula Jon
261.11146( 1 101057.21|C15 H16 O4 (M+H)+
262.11485( 1 15771.74|C15 H16 O4 (M+H)+
263.11772| 1 2098.45/C15 H16 04 (M+H)+
283.09237| 1 795776.88(C15 H16 04 (M+Na)+
284.09707| 1 113655.14|C15 H16 04 (M+Na)+
285.09942| 1 15181.58|C15 H16 04 (M+Na)+

Fig. S8 HRESIMS spectrum of 4’-Hydroxyosthol (2)
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Fig. S9 '"H NMR spectrum (600 MHz, CDCI3) of 4’-Acetoxyosthol (3)
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Fig. 510 *C NMR spectrum (125 MHz, CDCI3) of 4’-Acetoxyosthol (3)
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Fig. 511 2D COSY spectrum of 4’-Acetoxyosthol (3)
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Fig. S12 2D HSQC spectrum 4’-Acetoxyosthol (3)
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Fig. $13 2D HMBC spectrum of 4’-Acetoxyosthol (3)
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Fig. S14 2D NOESY spectrum of 4’-Acetoxyosthol (3)



Qualitative Compound Report

Data File 174A064Y_1000.d Sample Name 174A064Y_1000
Sample Type Sample Position Vial 21
Instrument Name Instrument 1 User Name Heidi
Acq Method SMaccms_DESI(+)_Centroid.m Acquired Time  2/13/2018 4:36:20 PM
IRM Calibration Status _ DA Method Default.m
Comment
Sample Group Info.
Stream Name Lc1 Acquisition SW 6200 series TOF/6500 series
Version Q-TOF B.06.01 (B6172 SP1)
Compound Table
~MFG Diff
Compound Label RT Mass Formula MFG Formula (ppm) DB Formula
Cpd 2: C17 H18 O5; 5.63 302.11467 C17 H18 05 C17 H18 O5 2.48 C17 H18 05
325.10388 302.11467
Compound Label m/z RT Algorithm Mass
Cpd 2: C17 H18 O5; 325.10388 5.63 Find by Molecular Feature 302.11467

325.10388 302.11467

MFE MS Spectrum

x10 4

Cpd 2: C17 H18 O5; 325.10388 302.11467: +ESI MFE Spectrum (5.59-5.75 min) Frag=150.0V 17..

7 ([C17 H18|O5]+Na)+

325.10388

627.21869
(2(C17 H18 O5]+Na)+
|

|
in |

200

300 400 500 600 900 1000 1100 1200

00 _ 800
Counts vs. Mass-to-Charge (m/z)

MFE MS Zoomed Spectrum

%10 4 [Cpd 2: C17 H18 O5; 325.10388 302.11467: +ESI MFE Spectrum (5.59-5.75 min) Frag=150.0V 17..
325.10388
71 (IC17 H18|O5]+Na)+
6
5
4
34
24
14
0 N Y : l
280 300 320 340 360 380 400 420 440 460 480 500 520 540 560 580 600 620 640
Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List
m/z z |Abund Formula Ion

303.12244| 1 6281.4|C17 H18 05 (M+H)+

304.12499| 1 1372.62|C17 H18 O5 (M+H)+

325.10388| 1 78310.41|C17 H18 O5 (M+Na)+

326.10739| 1 14248.89(C17 H18 O5 (M+Na)+

327.11008f 1 2089.23|C17 H18 O5 (M+Na)+

341.07719f 1 3814.93|C17 H18 O5 (M+K)+

Fig. S15 HRESIMS spectrum of 4’-Acetoxyosthol (3)




H-3"

H-3

H-4'a,b

H-2’

1 O

OCH

H-5"1

H-1a,b

6.0

5.5
f1 (ppm)

5.0

3.5 3.0 2.5 2.0

waoo
Wwwo
wwmo
wwbo
wwNo
wwoo
MNmo
wumo
w~go
wmmo
I-200
180
160
w~§o
w-o

~100

Fig. $16 'H NMR spectrum (600 MHz, CDCl3) of Neopapillarine (4)
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Fig. 517 3C NMR spectrum (125 MHz, CDCI3) of Neopapillarine (4)
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Fig. 518 2D COSY spectrum of Neopapillarine (4)
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Fig. 519 2D HSQC spectrum Neopapillarine (4)



0;6

'8

SL

02

S9

09

(wdd) 24
S'S

0'S

S’y

(V4

S°E

0'€

4

0C

-
S
-

asd
m
- £ - 2
IN
m
al
»H
n
2 - e ]
@ - e
e
{ I e
-
e =8 -
=
™ o | S—
°
[ ] [ ]
{
- - - e
T T T v T L] T T T T EJ T d T 3 T T T T T
= - — - - - = [ o) ~N a (%] S w N
o «n > w [N [ o o S o 1<} =} <) o o
=} 1<) ') =} ) 15} S

f1 (ppm)

Fig. 520 2D HMBC spectrum of Neopapillarine (4)
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Fig. 521 2D NOESY spectrum of Neopapillarine (4)



QUaIitative Analysis Report

Data Filename QT01191604.d Sample Name 10110698
Sample Type Sample Position Vial 2
Instrument Name Instrument 1 User Name
Acq Method SMaccms_DESI(+)_Centroid.m Acquired Time  2/13/2018 10:20:10 AM
IRM Callbration Status T o Method Default.m
Comment
Sample Group Info.
Acquisition SW 6200 series TOF/6500 series
Version Q-TOF B.05.01 (B5125.1)
User Chromatograms
Fragmentor Voltage 150 Collision Energy (1] Ionization Mode  ESI
x10 6 |+ESI TIC Scan Frag=150.0V QT01191604.d
L : 1
2.54
24
1.5 i P s el
k i, #
054 il jic1 D AR ) \LJ,MW“__A_ e o
0- Al T T T T T T T T T T T T T T
05 1 15§ 2 25 3 35 4 45 5 655 6 65 7 75 8 85
Counts vs. Acquisition Time (min)
User Spectra
Fragmentor Voltage Collision Energy Ionization Mode
150 0 ESI
x10 6 C21 H19 N O5: +ESI Scan (3.698-3.897 min, 13 Scans) Frag=150.0V QT01191604.d Subtract
1.75- % b 24
15 Lo 2 £
g £86 & =
1.25 & Rz @ S
14 p- 3 § O § EROS S
onl BE LI HBEEE g
1T K2 B¥28% g
05{ 9 I i | — R - i @
=2 o CRI < P
025{ T o e l o O l
o] 10N 1 T |l e e

01— - ; ; T r r - - - r - r " .
100 200 300 400 500 600 700 800 900 1000 1100 1200 1300 1400 1500 1600
Counts vs. Mass-to-Charge (m/z)

Peak List

mjz Z |Abund Formula Ton
191.1791 1 |10605.98 C14 H22 (M+H)+
243.1013 1 |7964.63 C15 H14 O3 (M+H)+
274.2738 1 |10791.12 C16 H35 N 02 (M+H)+
332.2794 1 |14030.35 C17 H35 N5 (M+Na)+
337.2347 1 |18891.51 C18 H34 04 (M+Na)+
366.1337 1 |190952.17 C21 H19 N 05 (M+H)+
367.1367 1 |38951.67 C21 H19 N 05 (M+H)+
388.1153 1 |33976.99 C21 H19 N 05 (M+Na)+

Fig. S22 HRESIMS spéctrum of Neopapillarine (4)
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Fig. 523 '"H NMR spectrum of Osthol (1)
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Fig. 524 '"H NMR spectrum of 4’-Senecioyloxyosthol (5)
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Fig. 525 Expanded 'H NMR spectrum of Psoralen (6)
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Fig. 526 'H NMR spectrum of Bergapten (7)
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Fig. S27 "H NMR spectrum of Isoimperatorin (8)
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Fig. 528 'H NMR spectrum of Oxypeucedanin (9)
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Fig. 529 '"H NMR spectrum of Oxypeucedanin Hydrate (10)
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Fig. S30 '"H NMR spectrum of Pranferol (11)
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Fig. S31 'H NMR spectrum of Scopoletin (12)
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Fig. 532 'H NMR spectrum of Scoparone (13)
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