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Run Date: 10:16:55, 09/27/2022
Operator: Empower
Comment:
Peak Integration
Method: Rectangular
Sensitivity: 1
Threshold: 0.0100
Peaks
Peak # Start (nm) Apex (nm) End (nm) Height (Abs) Area (Abs*nm) Valley (nm) Valley (£
1 663.60 663.10 402.10 0.0088 -2.0780 402.10 -(1.0211
2 402.10 240.10 228.60 0.3532 14.9237 228.60 0.2529
3 228.60 226.60 224.10 0.3069 1.2972 224,10 0.1990
4 224,10 221.60 217.60 0.2634 1.4044 217.60 0.1375
5 217.60 206.10 203.10 0.2872 3.2287 203.10 0.1436
6 203.10 197.60 194.60 0.4708 0.8882 194.60 -0.4522

Figure S1. UV spectrum of Sarcotrochelide A (1)
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Figure S2. IR spectrum of Sarcotrochelide A (1)
Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 5.0 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
106 formula(e) evaluated with 2 results within limits (up to 50 closest results for each mass)
Elements Used:
C:0-50 H:0-70 0:0-10 Na:0-1
20220818 _pos_0503 185 (6.329) AM2 (Ar,18000.0,556.28,0.00,LS 3), ABS, Cm (181.186-147.176)
1:TOF MS ES+
7.58e+006
. 681.4362
6824396
7214291
663 4258 683.4427 6094479 722.4269
6034048 613 99856230764 6335201 6494124 | ereAzg 7164785 [ 7374020 7445164 60 so67 772550 786 0178,
TR T T P TP LT T [T T e T P T P P e e e o s e e e e P e e e ey T z
600 610 620 630 640 650 660 670 680 690 700 710 720 0 740 750 760 770 780
Minimum: -1.5
Maximum: 5.0 5.0 50.0
Mass Calc. Mass mbDa PPM DBE i-FIT Norm Conf (%) Formula
681.4362  681.4366 -0.4 -0.6 11.5 106.5 0.571 56.50 C41 H6l 08
681.4342 2.0 2.9 8.5 106.7 0.833 43.50 C39 H62 08 Na

Figure S3. HRESIMS spectrum of Sarcotrochelide A (1)
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Figure 54. "H NMR spectrum of Sarcotrochelide A (1) in CDCls at 600 MHz
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Figure S5. 3C NMR spectrum of Sarcotrochelide A (1) in CDCls at 150 MHz
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Figure S6. DEPT spectrum of Sarcotrochelide A (1) in CDCls at 150 MHz
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Figure S7. HSQC spectrum of Sarcotrochelide A (1) in CDCls
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Figure S8. COSY spectrum of Sarcotrochelide A (1) in CDCls
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Figure S9. HMBC spectrum of Sarcotrochelide A (1) in CDCls
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Figure 510. NOESY spectrum of Sarcotrochelide A (1) in CDCls
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Report Date: 10:27:15, 09/27/2022
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Dperator: Empower
Comment;
Peak Integration
Method Rectangular
Sensitivity: 1
Threshoid: 0.0100
Peaks
Peak # Start (nm) Apex (nm) End (nm) Height (Abs) Area (Abs*nm) Valley (nm) Valley (/
1 663.60 663,60 402.10 0.0085 -2.0485 402.10 -0.0211
2 402.10 240.10 228.60 0.3858 16.5096 228.60 0.2734
3 228.60 226.60 224.10 0.3354 1.4531 22410 0.2436
4 224.10 221.60 217.60 0.3238 1.8416 217.60 0.2130
5 217.6D 206.10 203.10 0.3441 4.2360 203.10 0.1884
6 203.10 197.60 194.60 04711 1.2803 194.60 -0.3917

Figure S11. UV spectrum of Sarcotrochelide B (2)
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Figure S512. IR spectrum of Sarcotrochelide B (2)

Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 5.0 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
90 formula(e) evaluated with 2 results within limits (up to 50 closest results for each mass)
Elements Used:
C:0-50 H:0-70 0:0-10 Na:0-1
20220818 _pos_0502 175 (6.302) AM2 (Ar,18000.0,556.28,0.00,LS 3), ABS, Cm (175:176-157.172)
1: TOF MS ES+
3.29e+006

1 699 4467

7004503

7014548 702 464 s BT
0921773 6oy gosp posears 0992368 [ 024545 30 ggqg 1061732 70986802 74 gpgp 711: 7159390 7189148119785
: :

687.8334 689.6290
T T T f T T T T
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T T T
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T T T T T T f T T T
698.0 700.0 702.0 704.0 706.0 708.0

Minimum: =150 5

Maximum: 5.0 5.0 50.0

Mass Calc. Mass mbDa PPM DBE i-FIT Norm Conf (%) Formula
©€99.4467 €992.4472 -0.5 =0T 10.5 1.308 27.04 C4l H63 09

210.8
699.4448 1.9 2.7 7.5 209.8 0.315 72.96 C39 H64 09 Na

Figure 513. HRESIMS spectrum of Sarcotrochelide B (2)
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Figure 515. BC NMR spectrum of Sarcotrochelide B (2) in CDCls at 150 MHz
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Figure 516. DEPT spectrum of Sarcotrochelide B (2) in CDCls at 150 MHz
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Figure S17. HSQC spectrum of Sarcotrochelide B (2) in CDCls
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Figure 518. COSY spectrum of Sarcotrochelide B (2) in CDCls

19/ 53



L .
-
- -
. +
& =
* - -
: > B -
-
r T
7.0 6.5

H ~7% 4
: SRR
; ;;
- . g .
+* -8
T T T T T T T T T T - T T
6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5

f2 (ppm)

Figure S19. HMBC spectrum of Sarcotrochelide B (2) in CDCls
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Figure 520. NOESY spectrum of Sarcotrochelide B (2) in CDCls
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Figure 521. "TH NMR spectrum of Ximaolide A (3) in CDCls at 600 MHz
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Figure 522. BC NMR spectrum of Ximaolide A (3) in CDCls at 150 MHz
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Figure 523. DEPT spectrum of Ximaolide A (3) in CDCls at 150 MHz
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25/53

k10
k20
30
40
I 50
60
k70
80
90
I 100
:110
:120

130

- 140

f1 (ppm)



. ==
=

o.
o gl
¥
B
d

=
° 0@ o=

=1 =. g
< - e 1
o @ < oo e B
@0 o o

rl5

F2.0

2.5

r3.0

3.5

F4.0

r4.5

r5.0

T T T T T T T T T T T T T T T T T T T T T T T T T
54 52 50 48 46 44 42 40 38 36 34 32 30 28 26 24 22 20 18 16 14 12 10 08 0.6

f2 (ppm)

Figure 525. COSY spectrum of Ximaolide A (3) in CDCls

26/53

T

0.4

f1 (ppm)



k10
= ) ;’aa ) L - f :20
- o ] 30
- fes ® - = k4 I
- ; : §
- - - 8 - - H L
- S 5.
s .. .= -y e = e k50
- - e = éﬂ F60
z 70
. 80
B F90
I 100
L 110
L 120
— L 3 oo - I
— - - s == _ 130
L 140
L 150
I 160
i 170
N - % = $ L
: I 180
I 190
: I 200
— £ H [21
— - = = - é - [0
: L 220

T T T T T T T T T T T T T T T T T T T T T T T T T T
54 52 50 48 46 44 42 40 38 36 34 32 30 28 26 24 22 20 18 16 14 12 1.0 08 06 04
f2 (ppm)

Figure 526. HMBC spectrum of Ximaolide A (3) in CDCls
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Figure 527. NOESY spectrum of Ximaolide A (3) in CDCls
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Figure 528. 'H NMR spectrum of Methyl tortuoate D (4) in CDCls at 600 MHz
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Figure 529. BC NMR spectrum of Methyl tortuoate D (4) in CDCls at 150 MHz
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Figure S30. DEPT spectrum of Methyl tortuoate D (4) in CDCls at 150 MHz
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Figure 531. HSQC spectrum of Methyl tortuoate D (4) in CDCls
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Figure 532. COSY spectrum of Methyl tortuoate D (4) in CDCIs
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Figure S34. NOESY spectrum of Methyl tortuoate D (4) in CDCls
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Figure 535. "TH NMR spectrum of Glaucumolide A (5) in CDCls at 600 MHz
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Figure S37. DEPT spectrum of Glaucumolide A (5) in CDCls at 150 MHz
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T T T T T T T T T T T T T T T T

T




o
L Tavas
15°81
oz
[aRra
96'TC

s0'sz
sesz /
0492

6262 \:
6T

97°0€ 77
1E'7E W
e

9b'sE \
9b'9€

981y "
€Sy —
Wi —
1§76~
80€s

6849 —

L0 —

878 —
¥9'58 —

06221 ~
V74 74 S
90T~
oser

6 TET 7
serer /.
65561~
8p'8ET —

S8°291T —
94°89T —
847041 —

LT6LT —

9C'86T —

Mwmmmmwww WWWJMWWWWWW

10

f1 (ppm)

Figure 539. BC NMR spectrum of Glaucumolide B (6) in CDCls at 150 MHz

40/ 53



o 1l
Ll

1 1 Al L A bl Al " A Y e Lt [y e " Y 4 dull Ll J L lad, Y Ayl dhdad
it sl Ay b A T T T e " ]Y’""

T T T T T T T T T T T T T T
45 140 135 130 125 120 115 110 105 100 95 90 85 80 75 70 65 60 55 50 45 40 35 30 25 20 15 10

f1 (ppm)

Figure 540. DEPT spectrum of Glaucumolide B (6) in CDCls at 150 MHz
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Figure 541. "TH NMR spectrum of Bistrochelide A (7) in CDCls at 600 MHz
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Figure 542. 3C NMR spectrum of Bistrochelide A (7) in CDCls at 150 MHz
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Figure 543. DEPT spectrum of Bistrochelide A (7) in CDCls at 150 MHz
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Figure 545. COSY spectrum of Bistrochelide A (7) in CDCls
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Figure S46. HMBC spectrum of Bistrochelide A (7) in CDCls
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Figure 547. NOESY spectrum of Bistrochelide A (7) in CDCls
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Figure 548. 'H NMR spectrum of Bistrochelide B (8) in CDCls at 600 MHz
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Figure 549. BC NMR spectrum of Bistrochelide B (8) in CDCls at 150 MHz
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Figure S50. DEPT spectrum of Bistrochelide B (8) in CDCls at 150 MHz
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Figure S51. The process of isolation from soft coral Sarcophyton trocheliophorum
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Figure S53. The LC-MS/MS fragment in negative mode of (2)
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