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Table S1. NMR data of compound 1 in CDCl3 (6 in ppm, J in Hz).

no. On 1H-'H cosy NOESY 6c HMBC(HtoC)
1 5.70 (1H, d, 10.2) 2 128, 17, 19, 308 152.1 d 3,5,9
2 5.84 (1H, d, 10.2) 1 126.0 d 1,4, 10
3 202.7 s
4 46.0 s
5 2.86 (1H, dd, 7.2, 3.6) 6A, 6B 9, 113, 28 425 d 4,6,7,9, 10, 29
6 A 2.34 (1H, dd, 16.8, 3.6) 5, 6B 6B, 9, 19 31.3 t 4,57
B 2.52 (1H, dd, 16.8, 7.2) 5, 6A 6A, 29 4,57
7 173.7 s
8 160.3 s
9 2.42 (1H, dd, 6.0, 3.6) 1la, 118 5, 6A, 18, 19, 30a 445 d 5,8, 14
10 428 s
11 o 1.67 (1H, m) 9,11p, 12a, 12 18 212t
B 1.96 (1H, ddt, 15.0, 6.6, 3.0) 9, 11a, 12, 12 5
12 o 1.33 (1H, m) 110, 116, 128 279 t 11
$1.78 (1H, td, 12.0, 3.0) 1la, 118, 12a 1,17, 21, 22 18
13 39.8 s
14 136.3 s
15 173.4 s
17 5.30 (1H, d, 3.0) 21, 17-OH 1, 128, 18, 21, 22, 17-OH 715 d 20,21
18 1.34 (3H, s) 5,9, 11a, 17, 21, 22 20.9 q 12,1314, 17
19 1.13 (3H, s) 1, 6A, 9, 300, 30B 220 q 1,59, 10
20 126.2 s
21 7.35 (1H, m) 17 12, 17, 18 140.3 d 20, 22, 23
22 6.30 (1H, dd, 1.8, 0.6) 23 128, 17,18 109.9 d 20, 21, 23
23 7.37 (1H,t,1.8) 22 142.6 d 20,21
28 1.10 (3H, s) 5 23.4 q 3,4, 10,29
29 1.09 (3H, s) 6B 22.7 q 3,4, 10,28
30 o 4.66 (1H, d, 17.4) 308 9,19 736 t 8,14,15
B 5.02 (1H, d, 17.4) 300 1,19 8, 14, 15
1 3.70 (3H, 5) 523 q 7
17-OH 2.85 (1H, m) 17 17
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Table S2. NMR data of compound 2 in CDClI; (§ in ppm, J in Hz).

no. Sy 'H-'H cosY NOESY Sc HMBC (HtoC)
1 2115 s
2 79.3 s
3 4.82 (1H, s) 28,29, 2-OH 84.8 d 2,456,291
4 39.6 s
5 3.50 (1H, d, 9.1) 6A, 6B 28 437 d 3,4,6,7,10,19, 29
6 A 2.30 (1H, d, 16.7) 5,6B 19,29 324t 45710
B 2.38 (1H, dd, 16.7,9.1)  5,6A 19, 29 4,57
7 1734 s
8 81.8 s
9 3.00 (1H, dd, 12.3, 6.8) 19 478 d 5,8,10,11, 19,30
10 482 s
11 a 1.77 (1H, m) 118, 128 19 194 t
B 2.39 (1H, m) 11, 120 17,21, 22
12 o 1.45 (1H, td, 14.1,3.8)  11B, 12B 14 347 t 11,1318
B 161 (1H,dt, 14.1,32) 1la, 12a 17,21, 22 14
13 39.8 s
14 3.24 (1H, d, 9.1) 150, 15B 120, 18 429 d 8 12,13, 15, 16, 17, 18, 30
15 a 2.53 (1H,dd, 19.1,9.1) 14, 158 2" 27.0 t 13,14,16
$3.01 (1H, d, 19.1) 14, 15a. 2 8,13, 14, 16, 30
16 167.0 s
17 6.33 (1H, 5) 11B, 12, 30 70.9 d 12,1314, 18,20, 21, 22, 1"
18 1.21 (3H,5) 14 232 q 12,13,14,17
19 1.17 (3H, s) 6A, 6B, 9, 11a, 29 189 q 1,5,9,10
20 121.8 s
21 7.83 (1H, brs) 22,23 118, 128 142.2 d 20,22,23
22 6.45 (1H, dd, 1.8,0.6) 21,23 11B, 128 109.7 d 17,20, 23
23 7.37 (1H,t, 1.8) 21,22 142.8 d 20,21,22
28 0.82 (3H, 5) 3,5, 30 229 q 3,4,5,29
29 0.91 (3H, 5) 3,6A, 6B, 19 22.0 q 3,4,528
30 5.81 (1H, s) 17,28 787 d 2,389 16 1"
1 1782 s
2 2.95 (1H, sept, 7.1) 3.4 2 3B5d 1,34
3 1.21 (3H,d, 7.1) 2 2 195 q 1,2, 4
4 1.25 (3H, d, 7.1) 2 2 188 q 1,2,3
1" 3.76 (3H, 5) 525 q 7
i 170.4 s
2" 1.94 (3H, ) 150 226 g 1"
1w 169.8 s
2 2.02 (3H, 5) 158, 2,3, 4 215 g 1™

2-0H  3.90 (1H,s) 3 1,2,3




Table S3. NMR data of compound 3 in CDCl3 (§ in ppm, J in Hz).

no. on H-'H cosy NOESY 6c HMBC (HtoC)
1 108.1 s
2 94.3 s
3 5.57 (1H, s) 28, 29, 2' 75.8 d 2,5,29 1"
4 399 s
5 2.77 (1H, dd, 10.2, 1.2) 6A, 6B 30 39.7 d 4,6,7,9, 10, 29
6 A 226 (1H, dd, 16.2, 1.2) 5, 6B 19 321t 4,7,10
B 2.38 (1H, dd, 16.2, 10.2) 5, 6A 29 4,7
7 174.2 s
8 78.2 s
9 1.48 (1H, m) 110, 118 120, 19 61.0 d
10 46.5 s
11 0 1.68 (1H, m) 9, 11, 12a, 128 19.3 t
B 1.76 (1H, m) 9, 11a, 12a, 128 17
12 o 1.34 (1H, m) 1la, 118, 128 9,19 353t
B 1.78 (1H, m) 110, 11P, 120
13 356 s
14 2.17 (1H, dd, 7.2, 2.4) 150, 158 9, 120, 18 443 d 8,13, 17
15 2.83 (2H, m) 14 17 278 t 8,14,16
16 169.9 s
17 5.34 (1H, s) 21 11, 158, 308 77.7 d 12,13, 18, 20, 21, 22
18 1.02 (3H, s) 14,21, 23 222 q 12,13, 14, 17
19 1.10 (3H, s) 6A, 9, 120, 1-OH 211 q 1,5,9, 10
20 121.1 s
21 7.47 (1H, brs) 17, 22, 23 18 140.7 d 20, 22, 23
22 6.40 (1H, dd, 1.8, 1.2) 23,21 18 109.9 d 20, 21, 23
23 7.44 (1H, 1, 1.8) 21, 22 143.2 d 20,21
28 0.73 (3H, ) 3 244 q 3,45, 29
29 1.35 (3H, s) 3, 1-OH 22.0 q 3,4,5,28
30 0.2.88 (1H, d, 14.4) 308 391t 3,9
B 1.93 (1H, dd, 14.4,1.2)  30a 5, 11p, 17 2,8,09, 14
1 175.2 s
2 2.11 (3H, s) 3, 1-OH 223 q 1
1" 166.9 s
2" 128.0 s
3" 6.88 (1H, qq, 7.2, 1.2) 4", 5" 1387 d 1", 4", 5"
4" 1.82 (1H, dd, 7.2, 1.2) 3" 146 q 27, 3"
5" 1.85 (1H, t, 1.2) 3" 123 g 1", 2", 3"
i 3.69 (3H, s) 519 q 7
1-OH 7.42 (1H, s) 3,19, 29, 2' 1,210




Figure S1. '"H NMR spectrum of compound 1.

CGF-44-2
Sample Name:
Data Collected on:
Agilent-NMR-vnmrs600
Archive directory:
Sample directory:
FidFile: PROTON
Pulse Sequence: PROTON (s2pul

Seclvent: cdcl3
Data collected on: May 20 2019
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Figure S2. 3C NMR spectrum of compound 1.

CGF-44-2

Sample Name:

Data Collected on:
Agilent-NMR-vnmrs600

Archive directory:

Sample directory:

FidFile: CARBON

Pulse Sequence: CARBON (s2pul)

Solvent: cdcl3
Data collected on: May 20 2019
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Figure S3. DEPT spectrum of compound 1.
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Figure S4. HSQC spectrum of compound 1.
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exp25 gHSQCAD

SAMPLE FLAGS ACQUISITION ARRAYS
date May 20 2019 hs oo array phase
solvent cdcl3  sspul y  arraydim 1024
sample PFGElg ¥y
ACQUISITION hsglvl 6120 Al phase
sw 4845.0 SPECIAL 1 1
at 0.150 temp not used 2 2
np 1454 gain 48
@ 4000 spin °
ss 32 GRADIENTS
a1 1.500 gzlvie 5102
nt 4 gtE 0.002000
2D ACQUISITION  EDratio 3.978
swl 25108.9 gstab 0.000500
ni 512 P2
phase arrayed 1b 0.30
PRESATURATION of 0.070
satmode n gfs not used
wet n fn 4096
F1
ta HL 1b1 0.32
sfrq 599.898 gfl 0.009
tof -676.4 gfsl not used
tpwr 58 procl 1p
v 9.600 fnl 2048
DECOUPLER DISPLAY
dn c13 sp 285.0
dot -2002.9 wp 4461.7
an nny spl 1764.8
decwave W40_OnePro- wpl 21966.5
be rfl 98.3
dnf 35088 rfp 0
40 rfl1 301.5
pwxlvl 59 rfpl °
pwx 9.800 PLOT
HSQC we 250.0
Jixh 146.0 sc o
nullflg y we2 200.0
mult 2 sc2 °
ADIABATIC vs 561 =
pwx180ad OneProbe_- th 2
2d300 ai  ph ]
Pwx180adR OneProbe-
_ad300R
Pwx180 400.0 S
pwxlv1180 54
Pwx180ref OneProbe-
_ref200 ST
Pwx180r 1998.8 s
Pwx1v1180r 46
—
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Figure S5. HMBC spectrum of compound 1.

CGF-44-2

exp26 GHMBCAD

SAMPLE
date May 21 2019
solvent cdel3
sample
ACQUISITION
W 4960.3
at 0.150
np 1488
1Y 4000
58 32
a 1.500
at 32
2D ACQUISITION
w1 32428.1
ni 512
phase arrayed
PRESATURATION
satmode n
wet a
tn H1
sfrq 599.898
tof -592.3
tpwr 58
v 9.600
DECOUPLER
an c13
dot 3424.5
am nnn
decwave WA0_OnePro-
be
anf 35088
dpwr 40
pwxlvl 59
pwx 9.800
HMBC
Jixn 146.0
Jnxh 8.0
ADIABATCIC
Pwx180ad OneProbe -~
ad300
pwxlv1180 54
pwx180 400.0

FLAGS ACQUISITION ARRAYS
bs nn  array phase
sspul y arraydim 1024
PPGElg y
hsglvl 6120 i phase
SPECIAL 1 1 J |
temp not used 2 2 s s a e
gain s |
spin o |
GRADIENTS ( ' I | |
gzivil 510 PP o - .
gt1 0.001000 1 = +
gzlvly 1530 )| : ® . O e
gt3 0.001000 | =
gstab 0.000500 1
F2 PROCESSING |
sb -0.075 1
sbs not used >
fn 4096 | s
n |
gf1 0.005 4 4 4 s % e
gtsl not used [ .
procl 1p Z |
£l 2048 1 P o " -
DISPLAY | =
sp 364.1 37
p 4509.8
sp1 2519.7
wpl 28754.6
£l 7.9 .| -
rfp 0 | ®
rfll -1506.4 1 ®
rfpl 0 |
PLOT %l
we 250.0 1
sc 0 ] |
wez 200.0 t 1
sc2 0 = 1 5 s |
ve 1630 | |
th v
ai av —_— 5+ ° ® 8 . =
LTE! 1 d -
e ] A L]
e N e 8
6 °
—_ oe -
L |
= {
| 7 o |
— oo e o e
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Figure S6. 'H-'H COSY spectrum of compound 1.
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exp23  gCOSY
SAMPLE
date May 20 2019
solvent cde13
sample
ACQUISITION
ow 4845.0
at 0.150
np 1454
[ 4000
55 32
a1 1.000
nt 8
2D ACQUISITION
swl 4845.0
ni 256
az 0
PRESATURATION
satmode n
wet
TRANSMITTER
tn HL
strg 599.898
tof -689.1
tpwr 58
$.600
GRADIENTS
gzlviE 5102
gt 0.001000
EDratio 1.000
gstab 0.000500
DECOUPLER
an c3
am nnn

PLAGS
hs nn
sspul y
hsglvl 6120
sPEC:
temp not used
gain 52
spin 0
P2 PROCESSING
b -0.075
sbs not used
fn 2048
F1 PROCESSING
sbl -0.026
sbsl not used
procl 1p
a1 2048
DISPLAY
= 452.0
wp 4116.3
sp1 452.0
wpl 4106.9
rfl 111.0
rfp 0
rfll 111.0
rpl 0
pLOT

we 200.0
se 0
wez 200.0
sc2 0
v 107
th 2
ai  av
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Figure S7. NOESY spectrum of compound 1.
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SAMPLE
date May 20 2019
solvent cdel3
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ACQUISITION
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2D ACQUISITION
vl 4845.0
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TRANSMITTER
ta H
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NOESY
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PRESATURATION
satmode o
wet n
DECOUPLER
dn ci3
dm nnn

FLAGS
hs nn
sspul y
PFGElg y
hsglvl 6120
SPECIAL
temp not used
gain s2
spin 0
P2 PROCESSING
gt 0.060
gfs not used
fn 2048
P1 PROCESSING
gf1 0.022
gfsl not used
procl 1
fn1 2048
DISPLAY
p 450.6
wp 4116.3
spl 450.6
wpl 4106.9
rfl 98.3
rfp °
rfll 98.3
repl 0
PLOT
we 200.0
se 0
we2 200.0
sc2 °
ve 16660
th 2
ai  ph
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Figure S8. FABMS of compound 1.

[ Mass Spectrum ]

Data : 1985198 Date

Sample: CGF-44
Note : Matrix; NBR
Inlet : Direct
Spectrum Type : Normal Ion [MF-Linear]
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Figure S9. HRFABMS data of compound 1.

[ Elemental Composition ]

Data : 1906044 Date : 06-Jun-2019 17:26

Sample: CGF-44
Note : Matrix; NBA

Inlet : Direct Ion Mode : FAB+

BT 5 9:40 wmin Scan#: (70,75)

Elements : C 30/20, H 40/25, O 10/0

Mass Tolerance : 20ppm, 10mmu if m/z > 500

Unsaturation (U.S.) : -1.0 - 40.0

Observed m/z Int%  Err[ppm / mmu] U.S. Composition
457.2224 42.6 -0.6 / -0.3 10,5 € 26 H 33 0 7

Page:
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Figure S10. IR spectrum of compound 1.
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Figure S11. "H NMR spectrum of compound 2.

CGF-36-2

Sample Name:

Data Collected on:
Agilent-NMR-vnmrs600

Archive directory:

Sample directory:

FidFile: PROTON

Pulse Sequence: PROTON (s2pul)

Solvent: cdcl3
Data collected on: Mar 6 2020
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Figure S12. 3C NMR spectrum of compound 2.
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Sample Name:

Data Collected on:
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Sample directory:
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Pulse Sequence: CARBON (s2pul)

Solvent: cdcl3
Data collected on: Mar 6 2020
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Figure S13. DEPT spectrum of compound 2.
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Figure S14. HSQC spectrum of compound 2.

CGP-36-2
exps  gHSQCAD

SAMPLE PLAGS ACQUISITION ARRAYS
date Mar 6 2020 hs nn  array phase
solvent cdel3  sspul y arraydim 1024
sample PrRGElg ¥

ACQUISITION hsglvl 6120 1 phase
L 5102.0 SPECIAL 1 1
at 0.150 temp not used 2 2
np 1530 gain 4
£b 4000 spin o F2
ss 32 GRADIENTS
a1 1.500 gzlviE 5102 (ppx:)
at 4 gtE 0.002000

2D ACQUISITION  EDratio 3.978
swl 23682.7 gstab 0.000500 b
ni 512 P2 PROCESSING i
phase arrayed 1b 0.30 | -

PRESATURATION of 0.070 | [ | !
satmode n gfs not used ] | | | |
wet n fa il =3 2" | | ! |

i | | | ’ | | |
ta HL 11 0.32 = | | | | | | | - | e
sfrq 599.898 gfl 0.008 | i | ] i | ! -
tof -509.6 gfsl not used | | i | |
tpwr 58 procl 1p [ | | | |
v 9.600 fal 2048 | | | ! - 3 |
DECOUPLER DISPLAY 3 t t T ] T le ) = ‘
dn c13 sp 254.4 | | |
dot -2757.1 wp 4775.7 — | | | | o
dm nny spl 2079.6 ) | | | | i | | o |
decwave W40_OnePro- wpl 20167.3 | [ | [ | | [ | | [
be rfl 59.4 22 | | ‘ | | | - ; [ |
dnf 35088 rfp [ S=awes | | ‘ | { | |
dpwr 40 rfll 302.5 41 I 1 i 1 1 | T
prxlvl 59 rfpl 4 ! i | l [
pwx 9.800 PLOT | | | | | | [
HSQC we 250.0 B | \ | | | } |
J1xh 135.0 sc 0 J [ ‘ I 1 I [
nullflg y wez 200.0 | |
mult 2 sc2 0 _— J - | ‘
ADIABATIC ve 443 51 | I | | |
pwx180ad OneProbe_- th 2 | | | |
2d300 ai cdc ph | | | ‘
pwx180adR OneProbe- |
_ad300R t f 1
Pwx180 400.0 | | |
Ppwxlv1180 54 R | | | ! | |
pwx180ref OneProbe~ ] | | | | | |
_re£200 6 i
Pwx180r 1998.8 | |
pwxlvl180r 4 R — | | | - !
] | = } ] 4
{ ‘ i
| | |
7- 1 1 { # 1 { t
1 ‘ ‘
1 } ! } 1
J | i 1 [
|
— 1 x | [ |
8 : T 1 i 1
| | i | | 1
T — —t Tt —— — 1 o T e —
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Figure S15. HMBC spectrum of compound 2.

cGP-36-2
exp6 gHMBCAD
SAMPLE PLAGS ACQUISITION ARRAYS
date Mar 6 2020 hs nn  array phase
solvent cdcl3  sspul y  arraydim 1024
sample PFGEflg y
ACQUISITION hsglvl 6120 1 phase
aw 5102.0 SPECIAL 1 1
at 0.150 temp not used 2 2
np 1530 gain 44
© 4000 spin °
s 32 GRADIENTS
a1 1.500 gzivil 510
at 32 gt 0.001000
2D ACQUISITION  gzlvil 1530
Wl 34231.9 gt3 0.001000
ni 512 gstab 0.000500
phase arrayed P2
PRESATURATION sb -0.075 3
satmode n sbs not used
wet n fa 4096
F1
ta HL gf1 0.005 L
sfrq 599.898 gfsl not used
tof -509.6 procl 1p
tpwr 58 fnl 2048
12 9.600 DISPLAY
DECOUPLER sp 184.7
an c13 wp 4843.0
dot 2521.7 spl 1974.8 —
dm non wpl 30655.0
decwave W40_OnePro~ rfl 59.4 —
be rfp 0
dmg 35088 rfll 298.4
dpwr 40 rep1 0
pexivl 59 PLOT
pwx 9.800 we 250.0
HMBC sc 0
J1xh 146.0 we2 200.0
Jnxh 8.0 sc2 [
ADIABATCIC vs 138
pwx180ad OneProbe_- th 2
ad300 ai cdc av
Ppwxlvl180 54
Pwx180 400.0
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Figure S16. 'H-'H COSY spectrum of compound 2.

car-36-2
exp3 gCOSY
SAMPLE FLAGS
date Mar 62020 hs nn
solvent cdeld sspul
sample hsglvl 6120
ACQUISITION SPECIAL
W 5040.3 temp not used
at 0.150 gain 48
np 1512 spin 0
£b 4000 F2 PROCESSING
s 32 sb -0.075
da1 1.000 sbs not used
nt 8 fn 2048
2D ACQUISITION F1 PROCESSING
5040.3 sbl -0.025
ni 256 sbsl not used
az 0 procl 1
PRESATURATION £nl 2048
satmode n DISPLAY
wet. n sp 384.6
TRANSMITTER o 4479.2 —=
tn Hm spl 384.6 =
sfrq 599.898 wpl 4479.2 -
tof -578.8 rfl 97.8
tpwr 58 rfp [}
P 9.600 rfl1 97.8
GRADIENTS rfpl o ;
gzlvlE 5102 PLOT —
gtE 0.001000 wec 200.0
EDratio 1.000 sc o -
gstab 0.000500 we2 200.0
DECOUPLER sc2 o
dn Ci3 vs 112 _
dm nnn  th 2
ai cdc av
)
SIS

F2

(ppm)

=
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e
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Figure S17. NOESY spectrum of compound 2.
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pw 9.600 wp 4653.6 q= } ° | ‘ |
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satmode n rfp [ { |
wet. n rfl1 59.4 _ 3 1 T 1 I [ I
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Figure S18. EIMS of compound 2.

[ Mass Spectrum ]

Data : 1712882 Date : 11-Dec-2817 19:31
Sample: CGF-36

Note : PbH 4390

Inlet : Direct Ion Mode : EI+

Spectrum Type : Normal Ion [MF-Linear]

RT %2, 72 min Scan# : (61,66)

BP : m/z 4B84.0000 Trik s 0 e 1423

Output m/z range : 20.0000 to 500.00C3 Cut Level : 2.008 %
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Figure S19. HREIMS data of compound 2.

[ Elemental Composition ]

Data : 1712099

Sample: CGF-36

Note

Inlet : Direct

RT-: 3.39 min

Elements : C 40/30, H 50/40, O 15/0
Mass Tolerance
Uhsaturation (U:S.) : =1,0:--30.0

Observed m/z Int%  Err[ppm / mmu]
674.2927 100.0 =X 7 =% 2

Date :°13-Dec-2017 19:42

Ion Mode : EI+
Scan#: (48,49)

20ppm, 2mmu if m/z > 100

U.S. Composition
13.075C:35 H-46 0O 13
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Figure S20. IR spectrum of compound 2.
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Figure S21. '"H NMR spectrum of compound 3.

CGF-33

Sample Name:

Data Collected on:
Agilent-NMR-vnmrs600

Archive directory:

Sample directory:

FidFile: H1

Pulse Sequence: PROTON (s2pul)

Solvent: cdcl3
Data collected on: Aug 2 2017
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Figure S22. 3C NMR spectrum of compound 3.

CGF-33

Sample Name:

Data Collected on:
Agilent-NMR-vnmrs600

Archive directory:

Sample directory:

FidFile: C13

Pulse Sequence: CARBON (s2pul)

Solvent: cdcl3
Data collected on: Aug 2 2017
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Figure S23. DEPT spectrum of compound 3.
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Figure S24. HSQC spectrum of compound 3.

CGF-33

expd5  gHSQCAD

SAMPLE
date Aug 2 2017
solvent cde13
sample
ACQUISITION
sw 4845.0
at 0.150
np 1454
£ 4000
ss 32
a1 1.500
nt 4
2D ACQUISITION
swl 24737.2
ni 512
phase arrayed
PRESATURATION
satmode n
wet n
TRANSMITTER
ta H1
sfrq 595.898
tof -688.7
tpwr s8
o 9.600
DECOUPLER
dn c13
dot -2229.1
am nny
decwave W40_OnePro-
be
dmf 35088
dpwr 40
pwxlvl 59
pwx 9.800
HSQC
j1xh 146.0
nullflg y
mult 2
ADIABATIC
pwx180ad OneProbe_-
2d300
pwx180adR OneProbe~
_ad300R
Pwx180 400.0
pwxlvl1so 54
Ppwx180ref OneProbe-
_ref200
Pwx180r 1998.8
pwxlvl18or 46

PLAGS
hs on
sspul y
PFGElg y
hsglvl 6120
SPECIAL
temp not used
gain 0
spin 0
GRADIENTS
gzlvie 5102
gt 0.002000
EDratio 3.978
gstab 0.000500
F2 PROCESSING
1B 0.30
gt 0.070
gfs not used
fn 4096
P1 PROCESSING
b1 0.32
gf1 0.003
gfs1 not used
procl 1p
a1 2048
DISPLAY
sp 121.8
wp 4601.3
spl 1244.3
wpl 21041.1
rel 110.0
rfp 0
rell 301.8
rpl o
PLOT
we 250.0
sc o
wez 200.0
sc2 [
vs 1101
th 2
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Figure S25. HMBC spectrum of compound 3.

CGF-33

exp46 gHMBCAD
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solvent cdel3
sample
ACQUISITION
sw 4845.0
at 0.150
np 1454
£ 4000
58 32
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2D ACQUISITION
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ni 512
phase arrayed
PRESATURATION
satmode n
wet n
TRANSMITTER
ta HL
sfrq 599.898
tof -688.7
tpwr 58
v 9.600
DECOUPLER
c13
dot 1017.0
am non
decwave W40_OnePro-
be
dmg 35088
dpwr 40
pwxlvl 59
pwx 9.800
HMBC
jixh 146.0
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ADIABATCIC
pwx180ad OneProbe -
ad300
pwxlv1180 54
Pwx180 400.0

FLAGS
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sspul y
PPGElg ¥
hsglvl 6120
SPECIAL
temp not used
gain
spin 0
GRADIENTS
gzlvll 510
gt1 0.001000
gzlvly 1530
gt3 0.001000
gstab 0.000500
P2 PROCESSING
sb -0.075
sbs not used
fn 4096
F1 PROCESSING
gf1 0.005
gfsl not used
procl 1p
£a1 2048
DISPLAY
sp 214.1
wp 4506.7
spl 1072.3
wpl 26224.6
rfl 110.0
rfp 0
rfl1 299.9
rfpl °
PLOT
we 250.0
sc °
we2 200.0
sc2 0
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th 2
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Figure S26. 'H-'H COSY spectrum of compound 3.

cGr-33
exp43  gCOSY
SAMPLE
date Aug 2 2017
solvent cdel3
sample
ACQUISITION
sw 4960.3
at 0.150
np 1488
1Y 4000
ss 32
a 1.000
ot [}
2D ACQUISITION
swl 4960.3
ni 256
°
PRESATURATION
satmode n
wet a
TRANSMITTER
tan H
sfrq 599.898
tof -619.2
tpwr 58
v 9.600
GRADIENTS
gzlvie 5102
gte 0.001000
EDratio 1.000
gstab 0.000500
DECOUPLER
dn c13
dm non

FLAGS
hs nn
sspul y
hsglvl 6120
SPECIAL
temp not used
gain 44
spin 0
P2 PROCESSING
sb -0.075
sbs not used
fn 2048
F1 PROCESSING
sbl -0.026
sbsl not used
procl p
£a1 2048
DISPLAY
s 294.2
wp 4558.3
sp1 294.2
wpl 4553.4
rfl 98.2
rfp 0
rfl1 98.2
rfpl o
PLOT
we 200.0
sc 0
wez 200.0
sc2 0
vs 450
th 5
ai  av
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Figure S27. NOESY spectrum of compound 3.

car-33
expd4 NOESY
SAMPLE
date Aug 2 2017
solvent cde13
sample
ACQUISITION
sw 4845.0
at 0.150
np 1454
£ 4000
88 32
a1 1.300
ot 16
2D ACQUISITION
swl 4845.0
ni 256
TRANSMITTER
ta H1
sfrq 599.898
tof -688.7
tpwr H
v 9.600
NOESY
mixN 0.800
PRESATURATION
satmode n
wet n
DECOUPLER

an c13
an nnn

FLAGS
hs on
sspul y
PPGElg y
hsglvl 6120
SPECIAL
temp not used
gain 44
spin 0
P2 PROCESSING
gt 0.060
gfs not used
fn 2048
P1 PROCESSING
gf1 0.030
gfsl not used
procl 1p
a1 2048
DISPLAY
sp 178.6
wp 4556.3
spl 183.3
wpl 4551.6
rfl 110.0
rfp ]
rfll 110.0
rfpl °
PLOT
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sc °
we2 200.0
sc2 0
vs 430
th 1
ai  ph
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Figure S28. FABMS of compound 3.

[ Mass Spectrum ]

Data : 1986837 Date : @6-Jun-2018 16:29
Sample: CGF-33-2

Note : Matrix; NBA

Inlet : Direct Ion Mode : FAB+

Spectrum Type : Normal Ion [MF-Linear]

RT. ::3.22 'hin Scan# : (25,38)-k((58,55))[k=1.0]

BP : m/z 83.0000 Int. ¢ .313: 113

Output m7z range : 20.0000 to 750.0000 Cut Level : 0.00 %
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Figure S29. HRFABMS data of compound 3.

[ Elemental Composition ]
Daga -: 1806051

Sample: CGF-33-2

Note : Matrix; NBA

Inlet : Direct

RT : 11.98 min

Elements : C 40/30, H 50/40, O 13/0,

Date : 07-Jun-2019- 13:47

Ion Mode : FAB+
Scan#t: (100,105)
Na 1/0

Mass Tolerance : 20ppm, lmmu if m/z > 50

Unsaturation (U.S.) : -1.0 - 40.0

Observed m/z Int% Err([ppm / mmu]
651.2772 100.0 -1.5/ -1.0

U.S. Composition
12.5 C 34 H 44 O 11 Na

Page:

S34



Figure S30. IR spectrum of compound 3.
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