Supplementary Materials

1. The Spectrum of Compound 1
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Figure S1-1. The HR-ESI-MS Spectrum of Compound 1.
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Figure S1-3. The Part 1 of the 'TH-NMR Spectrum of Compound 1.
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Figure S1-4. The Part 2 of the 'TH-NMR Spectrum of Compound 1.
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Figure S1-5. The '*C-NMR Spectrum of Compound 1.
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Figure S1-9. The Whole HMBC Spectrum of Compound 1.
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Figure S1-10. The Part 2 of HMBC Spectrum of Compound 1.
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2. The Spectrum of Compound 2

9 XEVO-G2QTOF#NotSet 11:34:52 22-Jul-2014
974 (0.750) 1: TOF MS ES-
100+ 649 3958 2.71e5
Elemental Composition Report N e g
ingle Mass Analysis
[Tolerance = 5.0 mDa / DBE: min=-1.5, max = 50.0
Element prediction: Off
INumber of isotope peaks used for i-FIT =3
Monoisotopic Mass, Even Electron lons
1 formula(e) evaluated with 1 results within limits (up to 50 best isotopic matches for each mass)
Elements Used:
C:0-40 H:0-60 O©:0-15
e Minimum: -15 712.3895
e Maximum: 5.0 10.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf(%) Formula
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Figure S2-1. The HR-ESI-MS Spectrum of Compound 2.
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Figure S2-2. The Whole 'H-NMR Spectrum of Compound 2.
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Figure S2-3. The Part 1 of the "H-NMR Spectrum of Compound 2.
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Figure S2-5. The >*C-NMR Spectrum of Compound 2.
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Figure S2-7. The Part 1 of the HSQC Spectrum of Compound 2.
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Figure S2-11. The Whole NOESY Spectrum of Compound 2.
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3. The Spectrum of Compound 3

Qualitative Analysis Report

Data Filename 2015041501.d Sample Name YM-24
Sample Type Sample Position P1-C1
Instrument Name Instrument 1 User Name

Acq Method IRM Calibration Status Success
DA Method TEST LCMS.m Comment

User Chromatograms

Fragmentor Voltage 120 Collision Energy 0 Ionization Mode ESI
+ EIC(1323.7960) Scan 2015041501.d Smooth
x10 6 |Noise (PeakToPeak) = 347.50; SNR (6.997min) = 4081.2
1.25
1
0.754
0.54 E
0.25
0 ; ‘ ; = ; , :
1 2 3 4 5 6 7 g 9 10
Counts vs. Acquisition Time (min)
Integration Peak List
Peak Start RT End Height Area Area % Signal To Noise
il 6.819 6.997 7.351 1418201 15579259 100 4081.2

DAD1 - A:Sig=205.8 Ref=550.30 2015041501.d

x10 2 Noise (PeakToPeak) = 38.76; SNR (6.988min) = 2.6
2

ol

im0 T

{ -

e

\«n:__e“.bgs

e R R e

1 2 3 4 ey 7 8 9 10
Response Units vs. Acquisition Time (min)

-6

Integration Peak List

Peak Start RT End Height [Area Area % Signal To Noise
1 6.933 6.988 7:0634  10D38] " 813.65 100 2.6
2 7.914 7.99 8ill5 36.95| 124.15 39.58 1
8 8577 8.632 8.731 18.52 51:25 16.34 0.5
User Spectra
Fragmentor Voltage Collision Energy Ionization Mode
120 0 Esi
Agilent Technologies Page 1 of 2 Printed at: 11:03 AM on: 4/15/2015

Figure S3-1. The Part 1 of the HR-ESI-MS Spectrum of Compound 3.



Qualitative Analysis Report

10 1|*+ Scan (7.125 min) 2015041501.d Subtract ' i
673.3920
(M+Na)+
4
|
ol |
% 674.3946
2! ‘ (M+Na)+
|
1 1
|
0 ‘ ‘ gy ‘ L
6725 673 678:5 674 674.5 675 675.5
Counts (%) vs. Mass-to-Charge (m/z)
Peak List
m/z z [Abund [Formula Ion
453.3361 1 113198
471.3469 1 1337296
472.3498 1 112461
489.3573 1 306942
668.4373 1 |556706
669.4396 11221801
673.392 1 272700 |[C36 H58 Na 010 (M+Na)+
13231/8953 1 465870
1324.7992 141376913
1325.8003 1 1170143
Formula Calculator Element Limits
Element Min Max
G 3 60
H 0 120
0 0 30
N 0 4
5 0 0
Cl 0 0
P 0 0
Br 0 0
F 0 0
Si 0 0
Formula Calculator Results
Formula Best Mass Tgt Mass Diff (ppm) |Ion Species Score
C36 H58 010 TRUE 650.4027 650.403 0.41|C36 H58 Na 010 89.9
C37 H54 N4 06 650.4027 650.4043 2.45[C37 H54 N4 Na 06 99.63
C31 H58 N2 012 650.4027 650.399 -5.78|C31 H58 N2 Na 012 99.23
--- End Of Report ---
Agilent Technologies Page 2 of 2 Printed at: 11:03 AM on: 4/15/2015

Figure S3-2. The Part 2 of the HR-ESI-MS Spectrum of Compound 3.
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MS Formula Results: + Scan (7.125 min) Sub (2015041501 d)

R | |

Figure S3-4. The Whole '"H-NMR Spectrum of Compound 3.

L z : Formula Abundance |
2] 673.392| = (M+Na)t|  C36H58NaO10| 2726996
[[Best [ Formuam [ tonFormuia Score  |CrossSco|  Mass | ColcMass | Cacmiz Diff (ppm) | Abs Diff (ppm) | Mass Match Abund Match [ DBE
| v | C36H58010] C36 H58 Na O10)| 99.9] | es04027] 650403 6733922 e oA 99.99] 99.88 z
’ i C37H54N406|  C37H 08| 9963 | 6504027  650.4043 673.3936 245 25| 99.8| 9922 7
B = s N2012| C31HS8N2NaO12| 9923 | es0d0z7] 650399 6733882] 578 578] 9889 99 31| 99.81]
page 1
Figure S3-3. The Part 3 of the HR-ESI-MS Spectrum of Compound 3.
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Figure S3-5. The Part 1 of the 'TH-NMR Spectrum of Compound 3.
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Figure S3-6. The Part 2 of the 'TH-NMR Spectrum of Compound 3.
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Figure S3-7. The >*C-NMR Spectrum of Compound 3.
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Figure S3-8. The Whole HSQC Spectrum of Compound 3.
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Figure S3-9. The Part 1 of the HSQC Spectrum of Compound 3.
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1 (ppm)

1 (ppm)

S20



ALl

Lz
T REC

. J r*-.+

+--+

b " 1 :-1'1:'

-.LlJr

Figure S3-11. The Whole HMBC Spectrum of Compound 3.
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Figure S3-12. The Part 1 of the HMBC Spectrum of Compound 3.
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Figure S3-14. The NOESY Spectrum of Compound 3.
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4. The Spectrum of Compound 4

S24

7 XEVO-G2QTOF#NotSet 11:27:47 22-Jul-2014
7 49 (0.496) 1: TOF MS ES-
100 6653909 6.71e4
|
[Elemental Composition Report = B .
Single Mass Analysis
[Tolerance =5.0 mDa / DBE: min=-1.5 max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3 |
Monoisotopic Mass, Even Electron lons :
137 formula(e) evaluated with 1 results within limits (up to 50 best isotopic matches for each mass),
4 Elements Used: |
C:040 H:0-80 0:015
Minimum; -1.5
Maximum; 50 100 500
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf(%) Formula
£665.3909 665.3901 0.8 #e 8.5 2396 nla n/a C36 H57 O11
<
503.3371
Col i 701.3680
666.3934
|
| |
1 \
| 1
| 728.3870
| {
|
504.3425
729.3925
|
237.1341 281.1599 ‘
1 l = 510573444 571.3222 588 3326 I ‘ J303555
218.9837| | | 369.2159 442 8576 I i H (
) | 0 PO i el B | LN sl =T T
y ¥ t b 1k B i o B o e
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Figure S4-1. The HR-ESI-MS Spectrum of Compound 4.
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Figure S4-2. The Whole '"H-NMR Spectrum of Compound 4.
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Figure S4-3. The Part 1 of the "TH-NMR Spectrum of Compound 4.
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Figure S4-4. The Part 2 of the 'TH-NMR Spectrum of Compound 4.
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Figure S4-5. The *C-NMR Spectrum of Compound 4.
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Figure S4-6. The Whole HSQC Spectrum of Compound 4.
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Figure S4-7. The Part 1 of the HSQC Spectrum of Compound 4.
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Figure S4-9. The Whole HMBC Spectrum of Compound 4.
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Figure S4-8. The Part 2 of the HSQC Spectrum of Compound 4.
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Figure S4-10. The Part 1 of the HMBC Spectrum of Compound 4.
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Figure S4-11. The Part 2 of the HMBC Spectrum of Compound 4.
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Figure S4-12. The Whole NOESY Spectrum of Compound 4.
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Figure S4-13. The Part 1 of the NOESY Spectrum of Compound 4.
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Figure S4-14. The Part 2 of the NOESY Spectrum of Compound 4.
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