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Figure S1. Key 2D NMR correlations for compound 2.



Figure S2. Key 2D NMR correlations for compound 3.
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Figure S3. Key 2D NMR correlations for compound 4.
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Figure S4. Key 2D NMR correlations for compound 7.



Figure S5. *H NMR spectrum of compound 1 in CDCls
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Figure S6. 3C NMR spectrum of compound 1 in CDCls
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Figure S7. HSQC spectrum of compound 1 in CDCl3
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Figure S8. HMBC spectrum of compound 1 in CDCl3
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Figure S9. NOESY spectrum of compound 1 in CDCls
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Figure S10. ESI(+)MS spectrum of compound 1
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Figure S11. HRESI(+)MS spectrum of compound 1

Elemental Composition Report Page 1
Single Mass Analysis
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Figure S12. IR spectrum of compound 1
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Figure S13. *H NMR spectrum of compound 2 in CD30D
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Figure S14. 3C NMR spectrum of compound 2 in CDs0D

(wdd) 14
0¢ 0€ o 0s 09 0s 08 06 00T OIT O0ZT O0E€ET OFkT OST 09T 04T O8I

01

14

—181.16

—148.76

—142.74

134,73
~134.40

~110.33
~108.89

—76.24

~58.27
—54.74
_51.71

39.58
/3858
\38.24

_~28.16
~-27.20
~24.27

_-15.22
12,07
-11.45



A _; |l

@ cE @

70 160 150
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Figure S16. HMBC spectrum of compound 2 in CD30D

091

0ST

08 06 00T OIT O0ZT OfI
1

(wdd) z4

0s

0¢ 0]3 o¥ 0Ss

o1

o¥1

T

[ | quegoi
CNC) 0 0
' 0 o)
0o 0
0
0 000 00@
8'e
Iy
0o 0
00
o 0 0 10 0% (]
. 03
o o g 0up ¢ [
() Sofad §
.oanpwﬂ
(] cve @ 0
Qo (N
@ 0 g ! ')
N O 00 U wn A BA W oW NN R R O o
o ih o W o U & WL B W b wn o Un o
f1 (ppm)

16

[ '|| V




Figure S17. *H-H COSY spectrum of compound 2 in CDsOD
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Figure S18. NOESY spectrum of compound 2 in CD30OD
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Figure S19. ESI(-)MS spectrum of compound 2
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Figure S20. HRESI(-)MS spectrum of compound 2
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Figure S21. IR spectrum of compound 2
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Figure S22. *H NMR spectrum of compound 3 in CDCls
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re S23. 13C NMR spectrum of compound 3 in CDCls
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Figure S24. HSQC spectrum of compound 3 in CDCls
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Figure S25. HMBC spectrum of compound 3 in CDCls
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Figure S26. *H-H COSY spectrum of compound 3 in CDCls
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Figure S27. NOESY spectrum of compound 3 in CDCl3
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Figure S28. ESI(-)MS spectrum of compound 3
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Figure S29. HRESI(-)MS spectrum of compound 3
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Single Mass Analysis
Tolerance = 3.0 PPM / DBE: min = -1.5, max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons
133 formula(e) evaluated with 1 results within limits (up to 50 best isotopic matches for each mass)
Elements Used:
C:0-100 H:0-1000 O:0-500 Na: 0-1
LCT PXE KE324 01-Feb-2018 17:47:35
LCL-45-2 40 (0.913) Cm (37:41)
1: TOF MS ES-
6.67e+003
100- 347.2220
%
348.2257
340.2000 353.2001
3492193 352.8359 358.8401
341.1949 356.112; 7
| | 3424208 343.0794 344 9473 346.8763 | 350.3116 _351.2101 ] 3542095 501 i 3574733
0y T T T T t t f T T Y T T T+ 1Ty T T miz
340.0 3420 344.0 346.0 348.0 350.0 352.0 354.0 356.0 358.0
Minimum: =1.5
Maximum: 5.0 3.0 50.0
Mass Calc. Mass mbDa PPM DBE i-FIT i-FIT (Norm) Formula
347.2220  347.2222 -0.2 -0.6 6.5 197.6 0.0 C21 H31 o4
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Figure S30. IR spectrum of compound 3

%T
oo 0 Nej © ej © Nej © e} © © © 5
SR S~ S L~ S~ o LU S N - N <
|
a1
-
o
3444. 44
a
()
oS-
(e}
2933. 33
2862. 96
|
[
O-
(e
=
o
<
¢
=}
o
=
o
D
=
2]
o
=
Z 8
4
1703, 70—<
@
O-
(e
1455. 56
1388. 89
1218. 52
_ 1185. 19 s 44
= 1059. 26 \\\hmﬁ‘*éé:>
O-
o
774.76 ——

30




Figure S31. *H NMR spectrum of compound 4 in CDCls
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Figure S32. 3C NMR spectrum of compound 4 in CDCls
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Figure S33. HSQC spectrum of compound 4 in CDCls
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Figure S34. HMBC spectrum of compound 4 in CDCls
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Figure S35. 'H-H COSY spectrum of compound 4 in CDCls
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Figure S36. NOESY spectrum of compound 4 in CDCl3
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LCT PXE KE324

01-Feb-2018

17:31:37
LCL-56-8 56 (0.686) Cm (41:62) 1: TOF MS ES+
100- 693.5 6.58¢e4
329.2
4103
715.5
B3
269.2
717.5
330.3
[331.2 i
539.4
270.2 39.9
3473 4073
1412.3 o.m
1431 187.1 9004 2752 461347725314 -
115.1 y 4 i 5 3 18 Tmm.u 677.5 [ - ; ¢ . 997.4
| F L—_LF e —-—r b 2 ul 26.2 h— “ /r o QAN.A B (8 = g
Q L) 1 el 3 T L) ey, 1 T T Rl A i T T  RRAAS ¢ L] T T ) T —.—.—\N
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Figure S37. ESI(+)MS spectrum of compound 4
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Figure S38. HRESI(+)MS spectrum of compound 4

Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 3.0 PPM / DBE: min = -1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

133 formula(e) evaluated with 1 results within limits (up to 50 best isotopic matches for each mass)

Elements Used:

C:0-100 H:0-1000 O:0-500 Na: 0-1

LCT PXE KE324 01-Feb-2018 17:31:37
LCL-56-8 79 (0.955) Cm (78:80)

1: TOF MS ES+
9.84e+002
400: 347.2587
%]
348.2591
349.2415
345.2496
335.2132 i 3421608 343 1457 | | 350.2389 351.2137 355.1665 356.3022 3502170 31 04g7
o0-Ld et A { . Mol | 4 ! L 4 & miz
hd T T T 1 T 1 1 T 1 T T 1 T T T 1 T T T I T T T 1 T [ Nt fhsid
336.0 338.0 340.0 342.0 344.0 346.0 348.0 350.0 352.0 354.0 356.0 358.0 360.0

Minimum: =1.5
Maximum: 5.0 3.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
347.2587 347.2586 0.1 0.3 5.5 180.2 0.0 C22 H35 03
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Figure S39. IR spectrum of compound 4
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Figure S40. *H NMR spectrum of compound 5 in CDCls
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Figure S41. 3C NMR spectrum of compound 5 in CDCl3
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Figure S42. HSQC spectrum of compound 5 in CDCls
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Figure S43. HMBC spectrum of compound 5 in CDCls
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Figure S44. *H-H COSY spectrum of compound 5 in CDCls
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Figure S45. NOESY spectrum of compound 5 in CDCl3
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Figure S46. ESI(+)MS spectrum of compound 5
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Figure S47. ESI(-)MS spectrum of compound 5
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Figure S48. HRESI(+)MS spectrum of compound 5

Elemental Composition Report

Page 1
Single Mass Analysis
Tolerance = 3.0 PPM / DBE: min = -1.5, max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT=3
Monoisotopic Mass, Even Electron lons
113 formula(e) evaluated with 1 results within limits (up to 50 best isotopic matches for each mass)
Elements Used:
C:0-100 H:0-1000 0:0-500 Na: 0-1
LCT PXE KE324 25-Sep-2017 15:09:58

LCL-31-3-H 40 (0.847) Cm (38:43)
1: TOF MS ES+
1.28e+004
o 315.1935
%
316.1971
317.1995
5 31235713128385 3188715 314 5015 3147785 3157091 317.01825 ' 990317.4459 30 1500 318.9698
- T T T T T T T
200 | 31300 31400 | 31800 316.00 317.00 318.00 319.00
Minimum: -1.5
Maximum: 5.0 3.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
315.1935  315.1936 -0.1 -0.3 4.5 315.1 0.0 Cl8 H28 03 Na
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Figure S49. IR spectrum of compound 5
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Figure S50. *H NMR spectrum of compound 6 in CDCls
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Figure S51. 3C NMR spectrum of compound 6 in CDCls

(wdd) 14
59 SZ S8 56 SOt STI SZ1 SET StI SST

SS

S¢ SE

ST

St

—150.62
—147.86

—139.51

113.54
112,97

—107.53

51

— DAL

—71.72

~27.63
~24.01
~21.73

—14.76
~11.52
—10.24



Figure S52. HSQC spectrum of compound 6 in CDCls
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Figure S53. HMBC spectrum of compound 6 in CDCls
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Figure S54. 'H-H COSY spectrum of compound 6 in CDCls
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Figure S55. NOESY spectrum of compound 6 in CDCl3
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Figure S56. ESI(-)MS spectrum of compound 6
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Figure S57. HRESI(-)MS spectrum of compound 6

Qualitative Analysis Report

Data Filename ESIH_20180312_YIM_LMN_24-1.d Sample Name LCL-48-2
Sample Type Sample Position P1-D5
Instrument Name Agilent G6520 Q-TOF Acq Method 20160324_MS_ESIH_NEG_1min.m
Acquired Time 3/13/2018 3:19:44 PM IRM Calibration Status  SiGESII
DA Method small molecular data analysis method.m Comment
User Spectra
Spectrum Source Fragmentor Voltage Collision Energy Ionization Mode
175 0 ESI
x10 3 |-ESI Scan (rt: 0.161 min) Frag=175.0V ESIH_20180312_YJM_LMN_24-1.d
2 353.1895
1.8
1.6
1.4
1.2
d .
e 355.1867
%8 193
ik 354.1930
350.2054
o | i 359.1795 361.1761
0 - l —L i
350 351 352 353 354 355 356 357 358 359 360 361 362
Counts vs. Mass-to-Charge (m/z)
Formula Calculator Results
[m/z |calc m/z [Diff (mDa) [ Diff (ppm) _ |ton Formula |10n |
| 353.1895] 353.1889] -0.61] -1.74|C20 H30 CI 03 l(mM+cy-—
--- End Of Report ---
Agilent Technologies

Page 1 of 1 Printed at: 3:24 PM on: 3/13/2018
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Figure S58. IR spectrum of compound 6
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Figure S59. *H NMR spectrum of compound 7 in CDCls
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Figure S60. 3C NMR spectrum of compound 7 in CDCls
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Figure S61. HSQC spectrum of compound 7 in CDCls
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Figure S62. HMBC spectrum of compound 7 in CDCls
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Figure S63. 'H-H COSY spectrum of compound 7 in CDCls
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Figure S64. NOESY spectrum of compound 7 in CDCl3
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Figure S65. ESI(+)MS spectrum of compound 7
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Figure S66. HRESI(+)MS spectrum of compound 7

Elemental Composition Report

Single Mass Analysis

Tolerance = 3.0 PPM / DBE: min = -1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

Page 1

351 formula(e) evaluated with 1 results within limits (up to 50 best isotopic matches for each mass)

Elements Used:
C:0-100 H:0-1000 ©O:0-500 Na: 0-1

LCT PXE KE324

31-Jan-2018 20:38:10
LCL-11-7-1 40 (0.501) Cm (40)
1: TOF MS ES+

1.626+003

100 609.4882

%-] 610.4910
611.4940
5594700 5693112 5764204 595, 2745 6953969 604, 392 623, ‘Sog 627.4664 6414760 651, fssa 6594911

e miz
550 555 560 565 570 575 580 585 590 595 600 605 610 615 820 825 630 835 840 645 650 655 660

Minimum: =1.5

Maximum: 5.0 3.0 50.0

Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
609.4882 609.4883 =0.1 =-0.2 8.5 78.1 0.0 C40 H65 04
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Figure S67. IR spectrum of compound 7
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