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Table S1 LC-MS condition for reference compounds and extract

Liquid Chromatograph

Instrument Agilent 1290 with UV detector

Column Agilent Eclipse plus Cig; 1.8 pm; 2.1X50 mm (P/N 959757-902)

Temperature 25°C

Injection 1puL

Wavelength 200-400nm

Gradient Solvent A 0.1% formic acid in water

Solvent B 0.1% formic acid in acetonitrile
Time (min) Flow Rate (mL/min) %B

0.00 0.400 10.0
8.00 0.400 40.0
15.00 0.400 95.0
20.00 0.400 95.0
21.00 0.400 10.0
25.00 0.400 10.0

Mass Spectrometer

Instrument Sciex TripleTOF 4600 LC/MS

Polarity Negative ion mode

HESI Source
Gas 1 Flow Rate 50
Gas 2 Flow Rate 50
Curtain Gas Flow Rate 35
lonSpray Voltage Floating(kV) -4500
lon Source Temperature (°C) 500
TOF mass range 100~1500
Declustering Potential 100
Collision Energy -10

ddMs?

Declustering Potential 100
Collision Energy -40
Collision Energy Spread 20
lon Release Delay 30

lon Release Width

15
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Figure S1 HRMS spectrum of compound 1
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Figure S2 'H NMR spectrum of compound 1

Page |50f25



0265-DT04-2
0265-DT04-2_ DMSO  13C-BB,

60.6

2

— 1189
—115.9
—99.6

L A A U L A

L 360

29.6

L340

k320

L300

280

L 260

240

k220

L 200

180

L 160

140

k120

L 100

L 8o

L 60

T T T T T T T T T T T
155 150 145 140 135 130 125 120 115 110 105 100 95 90 85 80 75 70 65 60 55 50
1 (ppm)

Figure S3 *C NMR spectrum of compound 1
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Figure S4 HSQC NMR spectrum of compound 1
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Figure S5 HMBC NMR spectrum of compound 1
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Figure S6 'H-*H COSY NMR spectrum of compound 1
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Figure S7 ROESY NMR spectrum of compound 1
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Figure S8 HRMS spectrum of compound 2
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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 HSQC NMR spectrum of compound 2
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Figure S12 HMBC NMR spectrum of compound 2
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Figure S14 ROESY NMR spectrum of compound 2
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Figure S15 HRMS spectrum of compound 3

Figure S16 'H NMR spectrum of compound 3
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Figure S17 3C NMR spectrum of compound 3
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Figure S18 HSQC NMR spectrum of compound 3
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Figure S25 3C NMR spectrum of compound 4
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Figure S28 *H-'H COSY NMR spectrum of compound 4
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Figure S29 ROESY NMR spectrum of compound 4

Figure S30 Key HMBC and ROESY correlations of compound 4
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Figure S31 *H NMR spectrum of compound 5
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Figure S33 *H NMR spectrum of compound 6
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Figure S34 3C NMR spectrum of compound 6

Page |210f25



0265-DT10

0265-DT10  DMSO  1H
k150

140

k130

k120

L110

E (d) K (df) L 100

6.61 2. 7p
J(1.21) J(10.47,| 6. 99)

L 90

B (D T (dd)
6.12 3.51
J(11.88, 5.30) L so

()
5.90 3.71 70
J(1.68) J(10. 98, I

D (dd) L; m L eo
6.47

J(8.01, 1.19)

A (d)

L 50

L 40

30

L 20

£1 (ppm)

Figure S35 *H NMR spectrum of compound 7

0265-DT10 L 140
0265-DT10  DMSO _13C-BB

5

39.2 DMSO
39.0 DMSO

204. 4
Y 165. 4
132.3
_118.8
115.8
115.4
—100.8
96.9

91,

~ 7.2
76.7
3.2
—69.4
==

N
~ 73
Y

| k130

<
N 1049
e
e

165.2
—160.8

k120

L110

L 100

L 90

L 80

L 70

L 60

L 40

L 20

T T T
150 140 130 120 110 100 90 80 70 60 50 40 30
£1 (ppm)

Figure S36 *C NMR spectrum of compound 7
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Figure S37 *H NMR spectrum of compound 8

0265-LEF490 {80

0265-LF490 DMSO 13C-BB ,
g ig

132.3
118,
5.
5.

1
1054
—_99.

=70

L 60

L 50

Las

40

L 20

T T T T T T T T T T T
30 220 210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10
£1 (ppm)

Figure S38 °C NMR spectrum of compound 8
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A. Male plant B. Female plant

Figure S39 Pictures of Balanophora harlandii (A: mal plant; B: female plant)

TIC from 20180516-LF289-neg wiff (sample 1) - Sample001, -TOF MS (100 - 1500)
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Figure S40 (A) TIC chromatogram of Fr.1; (B) Corresponding XIC chromatogram

TIC from 20180516-LF290-neg wiff (sample 1) - Sample002, -TOF MS (100 - 1500)
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Figure S41 (A) TIC chromatogram of Fr.2; (B) Corresponding XIC chromatogram
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TIC from 2012004070265 LE 100 acan neg will (sample 1) - Sample002, -TC
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Figure S42 (A) TIC chromatogram of Fr.3; (B) Corresponding XIC chromatogram

TIC from 20180411-LF 136-ncg wiff (sample 2) - Sample001, -TOF MS (100 - 1500)
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Figure S43 (A) TIC chromatogram of Fr.4; (B) Corresponding XIC chromatogram

TIC from 20180516-LF291-neg wiff (sample 1) - Sample003, -TOF MS (100 - 1500)
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Figure S44 (A) TIC chromatogram of Fr.5; (B) Corresponding XIC chromatogram
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