Molecules 2016, 21, 1089; d0i:10.3390/molecules21081089 S1 of S21

Supplementary Materials: Five New Biphenanthrenes
from Cremastra appendiculata
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Figure S2. 3C-NMR spectrum of compound 1.
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Figure S3. HSQC spectrum of compound 1.
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Figure S4. 'H-'H COSY spectrum of compound 1.
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Figure S6. NOESY spectrum of compound 1.
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Analysis NameCdata_samplelES| 12130520301 |_dedap Acquisition Date 5/21/2013 10:58:24 AM

- = Operatorbpfxsh@bjmu.edu.cn; Tel:010-82801
Instrument FT_MS _Bruker APEX IV (7.0

Comment ESI O C30H2207 MW 494
AL588; 279.15693;310.14158;322.04812;391.28483;
413.26647;453.34353;475.32548,509.25407; “
509.25407;611.26126;8,26.47121;842.44514;
588.40954,679.51166;701.49361;826.47121;

Acquisition Result Exact Mass Measured Mass Error (mDa) Error (ppm)  Description N
1006.30693 00000001006.30600000000.93000000000.920000000 12M +NH4 ;-e
1011.26233 00O00001011.26390000000-1.5700000000-1.560000000 2M+Na ;-e
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Figure S7. HR-ESI-MS spectrum of compound 1.
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Figure S8. 'H-NMR spectrum of compound 2.
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Figure S9. ®C-NMR spectrum of compound 2
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Figure S10. HSQC spectrum of compound 2.
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Figure S11. HMBC spectrum of compound 2.
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Figure S12. NOESY spectrum of compound 2.
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Analysis Nlmocgdm_”mpla\ESI_121Wm_mWNNEGESI_AAcquItIuon Date 5/23/2013 8:41:17 AM
CFO3PS_RE_20130523INEG_3 Operator bpfxsh@bjmu.edu.cn; Tel:010-82801
Instrument FT_MS _Bruker APEX IV (7.0

Comment ESI [ C31H2407 MW 508
CALS88; 279.15693;310.14158;322.04812;391.28483;
413.26647,453.34353,475.32548:509.25407; N
509.25407,611.261 A7121;842.44514; :
it 588.40054;679.51166,701.49361,826.47121; — bz
Acquisition Result Exact Mass Measured Mass Error (mDa) Error (ppm)  Description
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Figure S14. '"H-NMR spectrum of compound 3.
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Figure S15. *C-NMR spectrum of compound 3.
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Figure S16. HR-ESI-MS spectrum of compound 3.
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Figure S17. 'TH-NMR spectrum of compound 4.
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Figure S18. ®*C-NMR spectrum of compound 4.
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ALIP3-P3-gHSQC
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B
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Figure S19. HSQC spectrum of compound 4.
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Figure S20. HMBC spectrum of compound 4.



Molecules 2016, 21, 1089; d0i:10.3390/molecules21081089 S11 of S21

ALIP3-P3-NOESY
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Figure S21. NOESY spectrum of compound 4.
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Figure S22. ESI-MS spectrum of compound 4.
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O TRER A R A0 £ 25 4 [E] 3K 9K A1 9 B A
Analysis Namoﬁ;‘:‘tlﬂ; PIO\ESI_12130520_301 A Date 5/24/20135:46:21PM
_P3_RE_20130524\NEG_2 Operator bpfxsh@bjmu.edu.cn; Tel:010-82801
Instrument FT_MS _Bruker APEX IV (7.0

Comment ESI [ C31H2606 MW 494.17294
CALS88; 279.15693;310.14158;322.04812;391.28483;
413.26647:453.34353;475.32548;500.25407;
509.25407;611.26126;8;26.47121 3
R 588.40954:679.51166.701.49361:826.47121;
Acquisition Result Exact Mass Measured Mass Error (mDa) Error (ppm)

“

Description
493.16566 0000000493.1636900000001.87000000004.000000000 M-H ;+e
539.17114 0O00DD0S39.1699100000001.23000000002.280000000 M+FORMATE;-

Table ‘GenFormulaResuits could not be found in this
s - T LowMassESINEG_AIIP4_P3_RE_20130524NEG_2 NS

529.14524

e A i W b it hrepish oty MAMBAIA My Y
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Figure S23. HR-ESI-MS spectrum of compound 4.
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Figure S24. '"H-NMR spectrum of compound 5.
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Figure S25. ®*C-NMR spectrum of compound 5.
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Tesp. 28.0 C / 303.1 K - ’ BTN W (Y B/ IS i
Operator: laogtao . - e

Relax. delay 1.000 sec }l 4
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1, e v ppn)

x nt:
OBSERVE M1, 499.9107573 WMz
ODECOUPLE C13, 125.7164871 WMz
Power 4C di —
on during acquisition
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Figure 526. HSQC spectrum of compound 5.
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ALIp3-p2-ghNeC
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nar 50/ re500
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Sample directory:

FidFile: ATIp3-p2-gHNEC Il k
Pulse HNBCAD Ju; L.J

ectory:
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A o
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Figure S27. HMBC spectrum of compound 5.
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Figure 528. NOESY spectrum of compound 5.
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Xevo G2 Q-TOF/YCA166# 14-Sep-2012 Waters
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Figure S29. ESI-MS spectrum of compound 5.
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Comment ESI [ C31H2606 MW 494.17294
CALS88; 279.15693;310.14158;322.04812;391.28483;
413.26647:453.34353;475.32548,509.25407; >
509.25407;611.26126;8,26.47121;842.44514; ¥
- 588.40954:679.51166:701.49361:826.47121; -
Acquisition Result Exact Mass Measured Mass Error (mDa) Error (ppm)  Description
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Figure S30. HR-ESI-MS spectrum of compound 5.
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Figure S31. 'H-NMR spectrum of compound 6.
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Figure S32. ®*C-NMR spectrum of compound 6.
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Figure S33. HSQC spectrum of compound 6.
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Figure S34. HMBC spectrum of compound 6.
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Figure S35. NOESY spectrum of compound 6.
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Figure S36. ESI-MS spectrum of compound 6.
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Figure S37. 'TH-NMR spectrum of compound 7.
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Figure S38. *C-NMR spectrum of compound 7.



Molecules 2016, 21, 1089; d0i:10.3390/molecules21081089

A

A dh }‘.ljl.ll

Ale-cd-fpl-p2-HSQC
Ale-ed--pl-p2-HSQC

520 of S21

o

e 0

]

F30

10

F50

Fa0

100

o

r120

F130

F140

150

F160

T T T T
10. 0 @8 @0 25

" Y L)
L
]
» B
P
A L}
‘4‘0 .‘.Ii T‘IU I:\.IB 6.‘0 5.‘3

£2 (ppn)

Figure S39. HSQC spectrum of compound 7.
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Figure S40. HMBC spectrum of compound 7.
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Figure S41. NOESY spectrum of compound 7.
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Figure S42. ESI-MS spectrum of compound 7.



