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S1: Figure2 and 3

Fig. 2 . 'H-H COSY (==)and HMBC (H—C) Key correlations of 1, 2, 4-7, and 18-24



Fig. 3 . Key ROESY correlations of 1, 2, 4-7, and 18-24.



S2: 'H NMR of auranticanol A (1)

2iulit

9.62817
5.39650
5.39241

<

151408

1. OE+08

F3. 56108

4 008

. alH08

2. OEH05

F1. a8

1. 0L+08

Fa, OE+07

| w
A | k l‘ l— F0. DE+0C

S3: DEPT of auranticanol A (1)
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S4: HSQC of auranticanol A (1)
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S5: 'H-H COSY of auranticanol A (1)
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S6: HMBC of auranticanol A (1)
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S7: ROESY of auranticanol A (1)
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S8: EIMS of auranticanol A (1)
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S10: DEPT of auranticanol B (2)
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S12: 'H-'H COSY of auranticanol B (2)
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S14: ROESY of auranticanol B (2)
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S15: ESIMS of auranticanol B (2)
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S16: 'H NMR of auranticanol C (4)

EV29E:
08%E~-

BZE~
1985
Em.umv.

S
i _m.mv

zduz
wdu k

[y If//J /J/[

Er
Foon

Foon

1 (ppm}

S17: DEPT of auranticanol C (4)
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S18: HSQC of auranticanol C (4)
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S20: HMBC of auranticanol C (4)
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S21: ROESY of auranticanol C (4)
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S22: EIMS of auranticanol C (4)

Acg. Date: Wednesday, July 13,

Sample Nawe:

2011 Beg. Time: 15:17

110715EST  Zew-2

TTOF WS: 0.850 16 1.550 min from 110715E8] _ Zdu-2.wil Wax. 261.0 counts
5=3 560077650971417106-004, 10=8,689623675504512606+001, subtractad (0,100 to 0.617 min)
305
490 587
250
240
230
220
210
200
190
180
170
160
o 150
5 140
8
= 10! -
2 ’
5 10e
£ q10-
100 -
50
80 4
701
801
501
40+
a0- !
20
10- 289 1303 331
0 ims s s 571 613
o¥ = = PO | N TR X it L i . — : L h .
150 200 250 350 400 450 500 550 800 550 700 750
iz, amu
.1 H
S23:H NMR of auranticanol D (5)
R o T o] v CoNEHoS DO [ LTV
42 22 ] 2 EBLELESLEER
P ¥ Iz CZEERg3LZEED
2 B 98 za zregg93ifssg
22 B ] o8 ELELIENNAAZR L. st
G A Han G Sooon oot 3.20408
R Y ' et N
Fa. 0108
F2. 8408
Lo, 6108
b2, A1408
b2, 26408
Fo. omios
F 1. BL408
1. BL+08
FL A48
108
F1 008
1
k8. 0r107
b6, 01407
F4. 01407
| \‘ 1" Lo orvo7
J i 1 = :
0. 01400
b2, 01407
—————————————1— T PNl
.0 95 0.0 &5 80 T3 7.0 65 60 &5 &0 45 A0 35 30 23 20 Ls L0 05 00 -05 -L0 -L§ -2.0



S24: DEPT of auranticanol D (5)
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S26: *H-'H COSY of auranticanol D (5)
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S28: ROESY of auranticanol D (5)
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S30:'H NMR of auranticanol E (6)
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S32: HSQC of auranticanol E (6)
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S34: HMBC of auranticanol E (6)
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S36: ESIMS of auranticanol E (6)

—
!
| MS2 ES+
DU-159 39 (0.713
|Z 5 : ) 27 8.86e7
|100\
| |
|
[
| ]
|
| ]l
L
|
|
[ 1 -
Lo T
l | | |
i 1 | |
| | 519
| ‘ | d
| 249
| = Ik
| =%
| | | 287
| |
i
| \
L L
[ L= | a0s
| | |
[ ‘ 273! |
I : | 517
[ 23 ‘ || |
i 1 | ‘ | ‘1 |s20
| [ | 269 I a9 ‘|521
| P
= 1233 (I 305 | 533 |
| ] 133 I PP \‘ I ‘!\ 535 |
! \ 175 219 21 | e Il 933 515 | i |
los [ 2ot H : 5 39 agis05. i (|53 |
i 147161 185 i | ( Ll 551 sat )
| ok . L . ﬂ.h \J ]u s m. et guasd Ll . 615619 839644 |

I 125 150 175 200 225 : 250 275 300 325 350 375 400 425 450 475 500 525 550 575 600 625 25

S37:'H NMR of auranticanol F (7)
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S38: DEPT of auranticanol F (7)

zoul(?
zdul03
. L " b A ...“ T T N e
" Y T W r T il T —rT——
zduldd [ !
22103 13 2 | B &8 PEEcER % 2
8 2 & TemEER N B
I T I Nt Tt
I i 1 | !
1 i gl = JLLL 1]
N e e e N B L B e e L e e e L S M e
210 200 190 180 170 160 150 10 130 120 Lo 100 90 K0 70 60 30 10 30 20 10 C
21 (ppm)
S39: HSQC of auranticanol F (7)
rcu 103
zdul03 hsqe
10
i @O
w 2l
— @ @ 30
B @@ @@ Fie
@ Fal B
8
Foo i
E D
-3 @ @ e
] Lao
90
100
- 6 4@
T . T T T T . T T T T . : . T
5.0 1.5 1.0 2.5 3.0 258 2.0 LY 0.3



S40: *H-'H COSY of auranticanol F (7)
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S46: HSQC of auranticanol G (18)
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S48: HMBC of auranticanol G (18)
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S50: ESIMS of auranticanol G (18)

_Mass Spectrum List Report

Analysis Info Acquisition Date 8/26/2011 5:18:41 PM
Analysis Name DADATAZ011file\1 1081110829\ Zdu-1501.d

Method ms_plservice.m Operator quyan

Sample Name 2du-15 Instrument HCT

Acquisition Parameter

lon Source Type ESl Ton Polarity Positive Allernating lon Polarity off
Mass Range Mode Std/Enhanced Scan Begin 100 miz Sean End . B00miz
Capillary Exit 150.0 Volt Skimmer 40.0 Vott Trap Drive 30.0
Accumulation Time 75 s Averages 5 Spectra Auto MS/MS oooff
Intens. +MS, 0.1-0.7min #(5-78)
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S52: DEPT of auranticanol H (19)
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S54: 'H-'H COSY of auranticanol H (19)
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S56: ROESY of auranticanol H (19)
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S57: ESIMS of auranticanol H (19)

Mass Spectrum List Report

Analysis Info Acquisition Date 9192011 2:12:39 PM
Analysis Name DADATAN2011file\1109\110820\Zdu-3100.d

Method ms_ptservice.m Operator quyan

Sample Name Zdu-31 Instrument HCT

Acquisition Parameter

lon Source Type ESI lon Polarity Positive Alternating lon Palarity off

Mass Range Mode Uitra Scan Scan Begin 100 m/z n End 800 miz

Capillary Exit 180.0 Volt Skimmer 40.0 Vaolt Trap Drive 425

Accumulation Time 122 s Averages 5 Spectra Auto MS/MS off

Intens +MS, 0.1-0.8min #(10-165]
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S58:'H NMR of auranticanol I (20)
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S59: DEPT of auranticanol 1 (20)
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S60: HSQC of auranticanol I (20)
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S62: HMBC of auranticanol | (20)
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S64: ESIMS of auranticanol 1 (20)

acg. Date:

Sample Name

1110128ST

2du-49

Wednesday, Octeber 12,

2011

Bog. Time: 09:40

+TOF MS: 0.950 to 1.183 min from 111012ES| Zdu-48 wiff
j2=3.56007765097141710e-004, t0=8.68962387550491260e+001, subtracted (0.050 to 0.283 min}

Max. 28.3 counts.

495
28+ ‘
28+
24 |
ol
204 b
|
18
|
2 16
£
]
g
E 144
H 1 ‘
= 12 '
104
4
o =
6- 258
|
)
I 99
21
150 200 250 300 350 400 450 500 550 600 650 700
miz, amu
.1 i
S65:'H NMR of auranticanol J (21)
slegfila. o b %0 o —“pwmxn wuamnt—oadoaonsosod Lo grsos
g2na HER SERRAE FLC-YBYNBREFIE 2 BI+08
224 dEq Peouck AcsdheAbEsEceac |
v 20 o o - 53 s o en ¢ s ] i ) nn T F
gz g0 G e e i G L
- o/ . a2 ey L. dlss
2. 211408
2. 00108
F 1. B[+08
I~ L BE+0E
1 A0S
1. 2408
1. 01+08
8. 00007
6. OL+07
1. 01407
2. 0007
) 0. 0600
=2 0E+07
7.0 B3 6.0 EE 13 3.0 2.0 La 1.0 0.5




S66: DEPT of auranticanol J (21)
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S68: 'H-'H COSY of auranticanol J (21)
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S70: ROESY of auranticanol J (21)

2delss | ro
T —
'
! 1 r
|
: ]
| 0 !
I L2
1
] 5] ﬂ
I » L3
' r1
] 1 " a

T
7.5 7.0 6.5 6.0 5.3 50 1.5 1.0 3.5 3.0 2.5 2.0 ik 10 0.5 0.0
12 {ppm!

S71: ESIMS of auranticanol J (21)
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S74: DEPT of auranticanol K (22)
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S75: HSQC of auranticanol K (22)
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S76: *H-'H COSY of auranticanol K (22)
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S77: HMBC of auranticanol K (22)
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S78: ROESY of auranticanol K (22)
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S79: ESIMS of auranticanol K (22)

Analysis Info [ Acquisibon [ate 2082011 5:51:39 PM

Ariysis Fanme DADATAZOT et 106Y1 10930udu-4100.d

Method ms_plservice.m Operator quyan

Sample Name zdu-41 Instrument HCT

Aequisition Parameter

in t

Capillary Exit | 180.0 Vok H Skimmer < 40.0 Vol Trap Drive 427

Accumulation Time i 5315ys T Averages ¢ 10 Spectra Auto MSMS off
::‘i +M5, 0.1-0.5min #{5-51)
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S80:'H NMR of auranticanol L (23)
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S81: DEPT of auranticanol L (23)
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S83: 'H-'H COSY of auranticanol L (23)
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S84: HMBC of auranticanol L (23)
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S85: ROESY of auranticanol L (23)
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S86: ESIMS of auranticanol L (23)
Acq. Date: Monday, October 17, 2011 Acg. Time: 15:42
Sample Mame: 111018EST  Zdu-50 _ -
10 2.633 min from 111018EST Z5u-S0.wi0 .
;205;0";5??26;3;7140109-004 10-8.68962387550491260e+001, subtracted {0.117 to 0.800 min)
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S87:'H NMR of auranticanol M (24)
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S88: DEPT of auranticanol M (24)
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$89: HSQC of auranticanol M (24)
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S90: *H-'H COSY of auranticanol M (24)
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S91: HMBC of auranticanol M (24)
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S92: ROESY of auranticanol M (24)
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S93: ESIMS of auranticanol M (24)

Mass Spectrum List Report

Analysis Info Acquisition Date 9/21/2011 2:58:02 PM
Analysis Name DADATAR01 1file 110911 10922\zdu-4003.d
Method ms_ptservice.m Operator quyan
Sample Name zdu-40 Instrument HCT
Acquisition Parameter
lon Source Type ESI lon Polarity Negative Alternating lon Polarity o
Mass Range Mode Uitra Scan Scan Begin 100 miz Scan End 700 miz
Capillary Exit -40.0 Voit Skimmer -40.0 Volt Trap Drive 440
Accumulation Time 5088 ps Averages 5 Spectra Auto MSIMS 7 off
tntens, " -MS, 0.0-0.8min #3-128)]
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