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Figure S1. 'H-NMR spectrum of 1.
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Figure S5. HSQC spectrum of 1.
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Figure S7. NOE spectrum of 1.
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Figure S9. HR-ESIMS spectrum of 1.
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Figure S11. *H-NMR spectrum of 2.
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Figure S13. HSQC spectrum of 2.
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Figure S15. *H-'H COSY spectrum of 2.
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Figure S17. HR-ESIMS spectrum of 2.
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Figure S19. 'H NMR spectrum of 3.
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8.

Figure S21. HSQC spectrum

of 3.
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Figure S23. *H-'H COSY spectrum of 3.
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Analysis Info

Figure S25. HR-ESIMS spectrum of 3.
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Figure S27. 'H NMR spectrum of 9.
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Figure S29. HSQC spectrum of 9.
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Figure S31. IR spectrum of 9.

EsHIMADZU
105 ]
%T - T |
97.5 | \ / |
1 i P | |
1 " | % , ;
90 ‘ 1 | .y ; |
9 i | \ . ‘ ‘
| / | | ‘ ; ;
825 |
i “"’ B ‘ [ !
| Ll v ;
75 | S\ig & | 828
i R8s g & 3gRg
. i - e S g &" R
i % VT =3 8
| 5 < &
675*1 » iy |
- [32] ‘ I.D |
| 2
w 8
60 ! |
N |
' } '—_'—r*“r' T T L
4000 3200 2400 1800 1400 1000 800
easurement
SCS10 NO-2 T/em
2013-12-13 10:26:00
i 1
Figure S32. *H-NMR spectrum of 10.
1H NMR Spectrum of NQ-12 BAME  mongxunia-NQ-12
Y g mew w0 o0 U EROCHO so130528
o " el N AN AND DO~ NRD ate_
s %0 mnooEeeeY ielelolettl Tine o o
- o S M 0O e @ e N PROBHD EmmPABEOpBE—
‘ ‘ ‘ v \V% \N// PULPROG zq 30
TD 32768
SOLVENT DMSC
NS 10
DS 2
SWH 10330.578 Hz
FIDRES 0.315264 Hz
AQ 1.5860696 se-
RG 128
W 48.400 us:
DE 6.50 us-
TE 295.% K
Dl 1.00000000 se:
TDO 1
=e====== CHANNEL fl ======
NUCl 1H
Pl 12,90 us
PL1 0.00 dB
PL1W 11.05230045 W
SFO1 500.1330885 MH
2; 500,1300048 MH
WDW EM
538B 4]
e 0.30 Hz
GB 0
PC 1.00
T T T T T f T T T T T T T I
13 12 1" 10 8 7 6 5 4 3 2 0 ppm
L Vol 1
s s 8
L o 5l o~ v‘ D"\—!

S17



Mar. Drugs 2014, 12 S18

Figure S33. *C NMR and DEPT135 spectra of 10.
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Figure S34. HSQC spectrum of 10.
. NAME nengxuhua-NQ-12
HSQC NMR Spectrum of NQ-12 EXPNO s
Date 20130417
Time 21.49
INSTRUM spect
PROBHD 5 mm PAERBQ BB-
PULPROG hsqcedetgp
D 1024
SOLVENT DMSO
ppm NS 8
16
6189.118 Hz
§.043085 Hz
0.0828700 sec
18390.4
80.800 usec
6.30 usec
95.6 K

145.0000000
0.00000300 sec
1.00000000 sec

00172414 sec

03000000 sec

00000400 sec

00020000 sec

.00345000 sec¢

0.00002120 sec

coooo

CHANNEL f1 =

1R

12.90 usec
25.80 usec
0.00 usec
.00 dB
11.05230045 W
500.1327507 MHz

CHANNEL £2

garp
13C

14.00

28.00

§5.00

-2.00

11.34
159.24287415
7.38006163
125.7687928

GRADIENT CHANNEL
SINE.100

125.7688 MHzZ
184.231628 Hz
187.500 ppm
Echo-Antieche
1024
500.1300048 MHz




Mar. Drugs 2014, 12 S19

Figure S35. HMBC spectrum of 10.
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Figure S37. HR-ESIMS spectrum of 10.
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Figure S39. Comparison of the experimental CD spectra of 9, 11, 12 and
4-(4-hydroxyphenyl)-5-(4-hydroxyphenylmethyl)-2-hydroxyfurane-2-one (18).
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S1. Isolation and Purification of Compounds 1-17

The extract was subjected to silica gel CC using gradient elution with a CHCI3/CH3OH solvent
system at the ratios of 100:0, 98:2, 95:5, 90:10, 80:20, 50:50, and 0:100 (v/v) to give eight fractions
(Fr.1-Fr.8). Fr.1 (3.9 g) was subjected to a silica gel CC eluting with CHCI3/CH3CO CHasat the ratios of
90:10, 80:20, 70:30, 50:50, 100:0 (v:v), to offer Fr.1-1~8. Subfraction Fr.1-2 was isolated by MPLC
with an ODS column, eluting with CH3CN-H20 (from 10:90 to 100:0, 90 min, 20 mL/min) to give
Fr.1-2-1~6. Subfraction Fr.1-2-5 was purified by SP-RP HPLC, eluting with CH3CN/H20 (37:53), to
obtain 13 (tr = 55 min, 15 mg). Subfraction Fr.1-2-6 was purified by SP-RP HPLC, eluting with
CH3CN/H20 (65:35), to obtain 6 (tr = 77 min, 2 mg). Subfraction Fr.1-3 was purified by SP-RP HPLC,
eluting with CH3OH/H20 (60:40), to obtain 12 (tr = 70 min, 15 mg), 4 (tr = 53 min, 15 mg). Subfraction
Fr.1-5 was purified by SP-RP HPLC, eluting with CH3OH/H20 (55:45), to obtain 17 (tr = 30 min, 3 mg),
7 (tr = 60 min, 4 mg). Subfraction Fr.1-6 was isolated by MPLC with an ODS column, eluting with
CH3CN-H20 (from 10:90 to 100: 0, 60 min, 20 mL/min) to give Fr.1-6-1~4. Fr.1-6-3 was purified by
SP-RP HPLC, eluting with CH3sOH/H20 (70:30), to obtain 8 (tr = 33 min, 2 mg), 3 (tr = 41 min, 4 mg).
Subfraction Fr.1-7 was isolated by MPLC with an ODS column, eluting with CH3CN-H20 (from 10:90
to 100:0, 60 min, 20 mL/min) to give Fr.1-7-1~4. And subfraction Fr.1-7-2 was purified by SP-RP
HPLC, eluting with CH3CN/H20 (45:55), to obtain 1 (tr = 36 min, 3 mg), 5 (tr = 45 min, 6 mg),
2 (tr =47 min, 4 mg). Fr.2 (11 g) was subjected to a silica gel CC eluting with CHCI3/CH3COCHs at the
ratios of 90:10, 80:20, 70:30, 50:50, 100:0 (v:v), to offer Fr.2-1~6. Subfraction Fr.2-2 was seperated by
MPLC with an ODS column, eluting with CH3OH-H20 (from 10:90 to 100:0, 60 min, 20 mL/min) to
give Fr.2-2-1~3. And subfraction Fr.2-2-1 was purified by SP-RP HPLC, eluting with CH3CN/H20
(57:43), to obtain 14 (tr = 30 min, 10 mg). Fr.4 (1.45 g) was isolated by MPLC with an ODS column,
eluting with CH3OH-H20 (from 15:85 to 100:0, 90 min, 20 mL/min) to give Fr.4-1~5. Fr.4-5 was
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purified by SP-RP HPLC, eluting with CH3CN/H20 (46:54), to afford 11 (tr = 23 min, 30 mg) and
9 (tr = 19.0 min, 4 mg). Fr.5 (1.2 g) was isolated by MPLC with an ODS column, eluting with
CH30OH-H20 (from 15:85 to 100:0, 90min, 20 mL/min) to give Fr.5-1~5. Subfraction Fr.5-3 was
purified by SP-RP HPLC, eluting with CH3OH/H20 (55:45), to obtain 10 (tr = 39 min, 8 mg). Fr.7 (3 g)
was subjected to Sephadex LH-20 CC eluting with CH3OH to collect Fr.7-1~4. Further subfraction
Fr.7-4 (1.8 g) was isolated by MPLC with an ODS column, eluting with CH3OH-H20 (from 15:85 to
100:0, 90 min, 20 mL/min) to give Fr.7-4-1~4. And then subfraction Fr.7-4-4 was purified by SP-RP
HPLC, eluting with CH3OH/H20 (63:37), to obtain 15 (tr = 37 min, 8 mg), 16 (tr = 14 min, 6 mg).

S2. Structures of Compounds 1-17

1 R' = OH, R? = OMe, R® = OMe
2 R'=0OMe, R2=0H,R3*=H

4 R'=0Me, R? = OMe, R® = OMe
5 R' = OMe, R? = OH, R® = OMe
6 R'= OMe, R2=0Me, R®*=H

19" R?
7
3 2_
1 9 R'=H,R“=0H

11 R' = COOMe, R? = OH
12R' = COOMe, R?Z = H

O__

10 13 14 R= Z

OH
156 R=

16 R=AA\

o)
17 R=CHO
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