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SI Table 1. *H and *C NMR Data for Compound 1.

Experimental CD;OD Published CD;OD*
Position on on oc
(mult) 8¢ (mult) (DEPT) COSY
1 1.02 (1) 14.1 CHs 0.99 (1) 14.3 CHs H2
2 2.06 (m) 26.5 CH, 2.05 (m) 26.8 CH, H1, H3
3 5.79 (df) 136.0 CH 5.77 (dt) 136.9 CH H2, H4
4 5.44-550 (m) | 130.3 CH 5.45 (ddt) 130.7 CH H3, H5
5 4.62 (d) 81.5 CH 4.57 (br. q) 824 CH | H4, H6a, Heb
333CH, | 1.78(m),2.22(m) | 335CH;, | H5, H6b, H7
6
H5, H6a
7 37.9 CH> 38.4 Hb6a
8 89.9C 90.6
5 1.73 (m) 39.1CH, | 1.69 (m), 2.27 (dd) 39.9 H9b, H10
H9a, H10
10 4.04 (m) 55.2 CH 4.02 (m) 55.4 H9a, HIb
N 278CH, | 1.64 (m), 2.29 (m) H10, H11b
H10, H1la
o 265CH, | 1.77 (m), 2.29 (m) 28.2 H12b, H13
H12a, H13
13 429-435(m) | 54.4CH 4.32 (m) 55.3 H14
14 3.06 (d) 51.1 CH 3.04 (d) 515 H13
15 82.2 C 83.2
16 1.73 (m) 33.2 1.69 (m) 33.2
17 1.82 (m) 19.6 CH, 1.82 (m) 20.0 H16, H18a
18 33.2CH, | 1.27 (m), 2.24 (m) 33.2
H18a, H19
19 3.90 (dd) 68.5 CH 3.86 (m) 69.2 H18, H20
20 1.15 (d) 22.3 CHs 1.13 (d) 225 H19
21 150.2 C 151.1
22 170.0C 170.8
23 78.5 CH 4.82 (m) 79.2 H46
24 34.3 1.58 34.8 H23
25-34 31.6-30.6
35 26.8 CHz 1.45 (m) 27.0
36 335CH, | 1.79 (m), 1.86 (m) 34.0 H37
37 429-435(m) | 72.9CH 4.27 (dd) 735 H36
38 1728 C 173.6
29 3.49 (dd) 42.9 CH, 3.46 (dt) 433 H39b, H40
3.69 (dd) 3.66 (m) H39a, H40
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40 26.5 CH, 1.98 (m) 27.4 H39ii 4'13%’

a1 2.99 (m) 38.3 CH; 2.95 (m) 38.6 H40, NHA1

12 4.62 (dlt) 82.5 CH 4.59 (br.s) 83.3 OHA42

43 963 C 96.7

14 358 CH, | 2.12 (m), 2.22 (m) 36.5 H45
Hada, H44D,

45 3.21 (m) 36.3 CH; 3.18 (m) 36.7 N

16 1.62 (m) 27.8 CHa 1.60 (m) 28.3 H23, HA7

47 0.93 (1 10.4 CHs 0.90 (1) 10.6 HA6
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Sl Figure 2. 3C NMR Spectrum of Monanchocidin A in CDz0D
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SI Figure 3. HRESIMS of Monanchocidin A

Mass Spectrum Molecular Formula Report

Acquisition Date  12/21/2011 9:30:49 PM

Analysis Info
Analysis Name

D:\Data\Joconseok\ak142 17 8.d

Method Compound test aApril 20th.m Operator Administrator
Sample Name Xf2crude Instrument micrOTOF 93
Comment
Acquisition Parameter Set Corrector Fill 50V
Source Type ESI lon Polarity Positive Set Pulsar Pull 398V
Scan Range n/a Capillary Exit 1217V Set Pulsar Push 398V
Scan Begin 50 miz Hexapole RF 1508 V Set Reflector 1289V
Scan End 3000 miz Skimmer 1 51.4V Set Flight Tube 9000 vV
Hexapole 1 243V Set Detector TOF 2200 V
Intens,
x108
2.54 379.8019
859.6280
2.04
1.5
1.04
0.5 .
i
ool Il o i
500 1000 1500 2000 2500 miz
[— +MS, 0.0min #2)
Sum Formula Sigma miz  Err [ppm] Mean Err[ppm] rdb N Rule e
C47H83NBOS 001 8596267 -1.56 -1.57 950 ok even
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Sl Figure 4. LC-MS Chromatogram of Monanchocidin A
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