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Figure S1: HRESIMS spectrum of 1
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Figure S3: *C NMR (150 MHz, MeOH-d,) spectrum of 1
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Figure S4: HSQC spectrum of 1
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Figure S5: Enlarged HSQC spectrum of 1
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Figure S6: *H-'H COSY spectrum of 1

© 2026 ACG Publications. All rights reserved.

fl (ppm)



Wrm—
H & 1 ¢i :
® : .
— H-3/¢-18 HJ,:CJD 6 5182 HL19/C. 0 L 9 -3 ¢
= | ‘B-.n o °-%- .é@ﬁQ'o’ o
-7/ €= ee-=o 3 00 i :
& ° @@ : !
H3/C5 H7/CS H’;GS.‘ ' @ e ® . "’
oo H-18/C - :
—_— d (= [+] g °
= ob 3§ A% 08 B B394
H-5/C-6 !
H-1/C-6  H-11/C-12 [H-10/C-12 g20/0-12
-] (-] L]
H—#C—l 9 !
| H-18/C-5 | ;
H-5/C3 : 0 &
s ® @ S .e 0
S S W - N 0
H3/Cq ® ¢ & o e 9 o
H-6/C-9 H-5/C-4 e
- L] L ]
H-18/C5 b
o §@ 0
° 09
0 .
5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5
2 (ppm)

Figure S7: HMBC spectrum of 1
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Figure S8: ROESY spectrum of 1
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Figure S9: Scifinder search results of 1
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Figure S10: Structures of Nicocembranoside A and eight reported cembrane glycosides
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Table S1. *H- and **C-NMR spectroscopic data of eight reported cembrane glycosides (d, ppm; J, Hz)

Position Sy 2 S S4°
[ Jc [ Jc On Jc [ Jc
1 1.57,dd (9.6, 2.6) 53.7 1.55, m 48.7 1.50, m 47.6 1.45 m 47.7
228, m 210, m 2.16, m
2 4.64,1(9.6) 70.5 2.20.m 28.1 190 m 27.9 188, m 28.1
3 5.41,d (9.6) 132.6 5.68,d (7.7) 129.3 5.07,t(5.7) 126.7 5.07,1(6.2) 125.9
4 140.3 136.3 133.8 133.5
5 4.12,dd (11.1, 3.8) 79.1 4.40,d (11.0) 78.7 2.00-2.20, m 38.3 2.06, m 38.8
2.63,dd (14.5,11.1 2.85,m
6 2.26,(d (145) ) 34.0 257 m 34.0 2.00-2.20, m 24.6 2.16, m 24.7
7 5.05, d (10.6) 125.1 5.17,d (9.9) 126.0 4.90, t (6.4) 125.8 4.93, 1 (6.0) 125.7
8 136.9 135.4 133.4 133.1
9 3.86,dd (11.1, 4.2) 88.5 4.23,1(7.0) 87.6 2.00-2.20, m 39.2 198, m 37.8
252, m 2.82, m
10 218, dt (12.5, 7.6) 30.3 238 m 31.0 2.05-2.15, m 24.0 2.10, m 24.0
11 4.74,1(7.6) 120.3 4,92, m 121.5 4.74,1(6.0) 125.4 4.99, t (6.0) 125.0
12 138.5 136.7 133.2 134.2
1.95,dd (11.2,5.2 224, m
13 1.90, é (11.2) ) 38.5 214 m 37.6 2.00-2.10, m 375 2.00, m 39.4
152, m 1.74,m 1.25,m 1.28, m
14 1.32, brs 28.6 1.40, m 289 1.60, m 217 1.65, m 282
15 75.5 72.8 81.5 81.4
16 1.28,s 29.9 1.37,s 28.1 1.17,s 22.1 1.22,s 23.8
17 1.34,s 26.0 1.38, s 28.8 1.28,s 26.2 1.22,s 24.8
18 1.70, s 10.5 1.81,s 10.7 1.55,s 15.5 1.56, s 15.6
19 1.67,s 11.3 1.82,s 11.7 1.56, s 15.9 1.56, s 15.3
20 1.61,s 16.0 159, s 15.6 154, s 15.4 1.56, s 15.5
1’ 4.30,d (7.7) 103.2 4.90,d (7.7) 103.5 4.43,d (7.6) 96.6 4.40,d (7.2) 97.2
2! 3.20,d (7.7) 75.3 4.01,t(7.7) 75.8 3.30, dd (7.6, 9.0) 74.3 3.56, dd (7.2, 9.4) 72.2
3’ 3.37,d (9.7) 78.3 424, m 78.4 3.50,1(9.0) 76.4 3.61,d (9.4) 73.3
4’ 3.31,m 71.6 421, m 72.0 3.25,1(9.0) 75.3 3.89,d (2.2) 68.3
5' 3.19,d (8.0 77.8 381, m 79.0 3.35,dd (6.1, 9.0) 71.3 3.65,1(6.4) 71.9
, 3.81,d (11.8) 4.40,d (11.0)
6 3.67, dd (11.8, 5.3) 62.7 4.27,dd (11.0, 5.0) 63.1 1.30,d (6.1) 17.8 4.32,dd (3.4,6.9) 62.8
1" 2.06, s 20.8
2" 171.0
‘l”!
2”!

2 recorded in CD30D ; ° recorded in CsDsN ; ¢ recorded in CDCl; .
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Table S1-continued. *H- and **C-NMR spectroscopic data of eight reported cembrane glycosides (5, ppm; J, Hz)

Position S5° S6° ST S8
o 5 o 5 o 5 o 5

1 145 m 478 145 m 478 146, m 477 147, m 477

219 m 214 m 214 m 217.m
4 187.m 282 187.m 282 187, m 282 1.88. m 282
3 5.06, t (6.5) 125.9 5.06, t (6.3) 1258 5.07, 1 (6.6) 1258 5.07. 1 (6.6) 1258
4 1334 1335 1335 133.6
5 212.m 389 207.m 38.9 2.08.m 38.8 2.08.m 3.8
6 247.m 2.7 2.10.m 2.7 2.14.m 2.7 213, m 2.7
7 4,91, 1 (6.0) 125.7 4.94,1(6.6) 125.7 4.93,1(6.6) 125.7 4.93,1(6.7) 125.7
8 133.0 133.1 133.1 133.1
9 195 m 379 197.m 37.9 2.00.m 378 2,00, m 378
10 2.10, m 240 2.06, m 24.0 2.10.m 240 2.08.m 240
11 4.99, 1 (6.1) 1248 4.99,1(6.4) 125.0 5.00, t (6.9) 125.1 5.00, t (6.4) 125.0
12 1343 134.2 134.1 134.1
13 2.02,m 394 .99, m 394 2,00, m 394 203, m 394

127, m 1.22, m 124, m 1.23, m
14 163 m 282 162 m 282 162 m 283 161 m 282
15 814 817 816 816
16 1215 241 1225 238 1225 24.0 1225 238
17 1215 246 1235 238 1225 245 1235 2.8
18 154 s 156 154, 156 156, 5 156 156, 5 156
19 154 s 153 156, 5 153 156, 5 153 156, 5 153
20 154 s 155 154, 156 156, 5 155 156, 5 156
1 4430 (7.6) 96.8 451,d (78) 971 4.45,d (1.8) 96.7 444, (18) 972
2 332,d (84) 73.9 3.45,1(9.0) 722 341, 1(8.7) 745 371, dd (7.6, 9.6) 72.0
3 354, d (8.9) 765 4.93,dd (3.3, 9.3) 78.0 3.68, 1 (9.9) 747 3.45,dd (3.6, 9.7) 723
& 338,d (9.1) 705 349, 5 69.7 4.87,1(9.9) 709 5.30, dd (0.9, 3.6) 69.1
5 3.44, ddd (2.6,5.58.9) 735 350, 5 73.9 359, ddd (2.7, 6.0, 9.7) 716 3.81, dt (1.2, 6.9) 708

, 433,dd (5.212.0 410, dd (2.4, 12.0 4115
6 429, dd E1.9,12.og 638 4.34,s 635 419, dd Es.o, 12.03 628 413.s 621
1 2.07, 5 208 2.16.5 210 212, 5 209 2.14.5 208
27 1714 1724 170.6 711
17 2.08.5 208 2.06.5 207 2.03.5 207
2 1713 170.7 1705
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