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Table S1. *C (150 MHz) and *H (600 MHz) NMR data for scalimide A (1).

Position 8c 81 (J, Ha) 1H-'H COSY HMBC NOESY
1.59,m
1 40.9 ooam 2
165, m
2 195 Tam 1
138 m 30 (L.15)5/
8 43.2 1.15,m 3 (1.38)-20
4 34.2
58.0 0.87,m 6 3¢, 9
162, m 60t (1.62)-197
6 19.2 148 m 57 6P (1.48)-22
1.88,m
7 42.4 Toam 6 5,9,21
8 38.6
9 54.1 1.23,m 11 5, 14
10 38.1
1.99, dd
(12.6, 6.9)
11 219 8 did 9,12 11B (1.78)-21, 22
(15.2, 132, 2.4)
5.48, dd
12 763 35.27) 11 11 23
13 416
14 513 1.66, m 9,16
2.21, dd
15 28.6 (12.8,6.9) 16 13,14, 17 15B (L57)-23
157, m
459, dd
16 65.6 ©4.7.0) 15 14,17, 18, 24 14
17 141.9
18 150.0
19 337 0.87, s 3,5 6at
20 217 0.84, s 3,4,5 3p
21 17.4 0.98, s 8,9, 14 11, 23
22 16.5 0.87,s 1,5,9,10 6B, 11p
23 215 132, 12,13, 14, 18 12,158, 21
24 171.9
25 170.4
12-CHsCO 172.1
12-CHsCO 211 1.94,s 12-CHsCO
I 345 369, m 2 24,25, 3"
: 256, td : ,
2 335 ©5.2.8) I 3
3 174.4




Table S2. *C (150 MHz) and *H (600 MHz) NMR data for scalimide B (2).

Position dc OH (J, Hz) 1H-1H COSY HMBC NOESY
161, m
1 40.9 0.65. m 2 5
1.64, m
2 19.5 143 m 1 5
1.38, m
3 43.2 117 m
4 34.2
5 58.0 0.92, m 9
1.63, m
6 19.2 148 m 7
1.84, m
7 42.3 111 m 6
38.3
54.3 1.32, m 11 5,14
10 38.1
2.04, m
11 21.9 182 m 9,12 118 (1.82)-22, 23
5.52,t
12 76.3 2.9) 11 9,14 23
13 41.7
14 46.6 2.03, m 12,16, 18 9
1.93, m
15 28.0 183 m 16 16, 17
4.56, dd
16 60.2 (4.3,15) 15 17,18
17 140.5
18 151.1
19 33.8 0.87,s 3,5
20 21.7 0.85,s 3,4,5
21 17.6 0.96, s 7,8,9 14
22 16.4 0.88, s 1,5,9, 10 118
23 20.1 1.21,s 12,13, 14,18 12,21
24 171.0
25 170.6
12-CH3CO 172.1
12-CHs3CO 21.1 1.94,s 12-CHsCO
, 3.70,t , ,
1 345 (7.0) 2 25,3
, 2.56, td s s
2 335 (6.9, 1.5) 1 3
3 174.4




Table S3. *C (150 MHz) and *H (600 MHz) NMR data for scalimide C (3).

Position Sc 8n (J, H) IH-1H COSY HMBC NOESY

1 409 sem 2 9,22 1§ (L0 110

2 195 i:gg:m 1,3
138, m

3 432 1.15, td 2
(13.1, 3.9)

4 34.2

57.9 0.87,m 6 9

6 19.2 1:23: 0 5,7 5,7 6P (1.49)-20
1.89, dt 70 (1.05)-9/

7 423 (12.6, 3.5) 6 59 7B (1.89)-15a.
1.05, m (2.32)

8 38.7

9 54.1 1.22,m 11 la,5,7a, 14

10 38.1

11 21.7 1%%3?6% 9,12 Lla (1.99)-1p/
(15.2. 132, 2.4) 116 (1.77)-23

s | w88 | w | EEF | =

13 415

14 51.0 1.65, m 8, 15,18 9,16
2.32, dd

15 255 (12.8,7.1) 16 13,16, 17 15a.(2.32)-7B
1.59, m

T R I W I 7

17 140.6

18 151.3

19 33.7 0.87,s 3,4,5,20

20 217 0.85, s 3,4,5,19

21 17.4 0.98, s 7,8,9, 14 23

22 16,5 0.87,s 1,9,10

23 214 1315 12,13, 14, 18 11, 12, 21

24 170.2

25 170.3

12-CHaCO 1718

12-CHsCO 211 1.92,s 12-CHsCO

16-OCHs 58.0 352,s 16

P 34.6 (gjg?f% 2 25,2°, 3’

2 334 (gzg?'ﬁ) 1 3

3 1744




Table S4. *C (150 MHz) and *H (600 MHz) NMR data for scalimide D (4).

Position 8¢ 81 (3, H2) IH-IH COSY HMBC NOESY
159, m 10 (0.65)-9/
1 409 0.65.d 9,22 1B (1.59)-110c
(12.8,3.7) (2.01)
2 195 if&: 0 3
1.37,m
3 432 1.16, td 2
(13.4, 4.0)
34.6
58.0 0.88, m 6
6 19.2 1:23: m 5,7 5,7 6B (1.49)-20
1.88, dt 70, (1.03)-9/
7 424 (12.6, 3.0) 6 5,9 7B (1.88)-15a
1.03, m 2.11)
8 38.3
9 54.3 (11323 gds) 11 10,5, 70, 14
10 38.1
2.01, dt
11 21.9 (1157; jd%) 9,12 11 (1.78)-23
(15.2,13.3, 2.5)
12 76.2 (%é?'zqg) 11 13.Ctico 23
13 418
14 46.9 1.92, m 15 8, 15, 18 9
211, dd (14 1, 50 (21107
15 235 1.é§)m 14,16 13,16, 17 16p 51_63;_2§
e | m | abs | s |
17 1391
18 1517
19 33.7 0.87,s 3,4,5,20
20 218 0.85, 5 3,4,5,19 68
21 17,6 0.97, s 7,8,9, 14 23
22 164 0.88, 5 1,9,10
23 19.9 1225 12,13,14,18 | 11p, 15B, 12, 21
24 1710
25 1705
12-CHaCO 1720
12-CHsCO 211 1945 12-CHCO
16-OCHa 57.9 3.46,5
P 34.6 (g:;")’sz) 2 25 2°, 3
2 335 é:g%fg) it 3
3 1743




Table S5. *C (150 MHz) and *H (600 MHz) NMR data for scalimide E (5).

Position 8c 8 (3, Hz) 1H-IH COSY HMBC NOESY
1o (0.65)-3a
1.60, m (1.17), 9/
! 409 0.65, m 2 16 (1.60)-110
(2.01)
1.65,m
2 195 Tam 1
1.38, m
3 432 1.17, td 5 30 (1.17)-1at
(13.1,3.9)
4 34.2
5 58.0 0.88, m 6 9
1.62,m
! 6p (1.49)-11p
6 19.2 1.49, qd 5,7
(152 34) (1.78), 20, 21, 22
( 112-878';';) 7 (1.03)-9, 14/
7 424 M0 3. 6 5 7B (1.88)-15a.
1.03, td >
(12.7,3.9) (211)
8 38.3
1.26, dd
9 54.3 154 23) 11 8, 10 1o, 5, 70, 14
10 38.1
2.01, dt
(14.8,2.8)
11 21.9 L 76, did 9,12 9 11 (1.78)-6p, 23
(15.2, 132, 2.5)
5.49, t
12 76.1 29) 11 9,14 23
13 418
1.94, dd
14 46.9 (129,16) 15 16 70,9
211, m 150, (2.10)-7P,
15 235 Team 14,16 13,16, 17 ot
4.12, dd 14,17, 18, 16-
16 700 (4.0, 1.6) 15 OCHs
17 139.2
18 151.7
19 33.8 0.87,s 3,5, 20
20 217 0.85, s 19 6p
21 17.6 0.97, s 8,9,14 6B, 23
22 16.4 0.88, s 5 6B,
23 19.9 1.22,s 12,14, 18 11p, 12, 21
24 170.9
25 170.5
12-CH3CO 171.9
12-CHsCO 211 1.96, s 12-CHsCO
16-OCHs 57.9 3.46, s 16 150
, 372, ) s
1 34.6 6.7) 2 25,2°,3
) 2.56, td : s 2
2 33.8 (6.7, 5.0) 1 "3
3’ 173.0
n 52.3 3.63,s 3’




Table S6. *C (150 MHz) and *H (600 MHz) NMR data for scalimide F (6).

Position Sc Sn (J, Hz) IH-1H COSY HMBC NOESY
1.61, m )
1 40.9 0.68, td 9,22 io‘ (f'gf) 5;
(12.7,3.8) P (1.61)-
1.66, m
2 195 La2 m 3
140, m
3 432 1.17, td 2
(14.0, 135, 4.2)
4 34.3
58.0 091, m 6
1.65 m 60. (1.65)-19/
6 189 153, m 57 6 (1.53)-20, 22
2.03,m
7 419 103 m 6 7o (1.03)-14
8 385
9 53.4 131, m 11 la,5, 14
10 38.0
2.06, m
11 221 1.76, ddd 9,12 9 11p (1.76)-21, 23
(15.2, 13.2, 2.4)
5.44, dd
12 74.7 (35,29 11 14 23
13 419
2.751
14 54.9 3.0) 15 15,16, 18 70,9
6.46, dd
15 1383 ©.7.27) 14,16 14,17
6.39, dd
16 1177 ©7.3.2) 15 14,15, 17, 18
17 137.7
18 1435
19 33.8 0.88, s 3,4,5,20 6B
20 218 0.85, 5 3,4,5,19 60l
21 193 1.09, s 7,14 11
22 16.4 0.89, s 1,5,9 1B, 6B
23 17.0 111,s 12,14, 18 11B, 12
24 170.1
25 1705
12-CH3CO 171.9
12-CHsCO 21.2 1.99,s 12-CHsCO
, 372t , s
1 34.6 (6.9) 2 24,25,2°. 3
) 257, ; ,
2 335 (69.3.0) 1 3
3’ 174.5




Table S7. *C (150 MHz) and *H (600 MHz) NMR data for scalimide G (7).

Position 8¢ 8 (3, Hz) IH-1H COSY HMBC NOESY
1.60, m 1B (1.60)-110t
1 40.9 0.64. m 9,10 (1.98)
164, m
2 195 1.40,m
1.38, m
3 432 116 m 36 (1.38)-20
4 34.2
58.1 0.87,m 6 9
1.60, m
6 19.2 1.49, qd 5,7 5,7 6p (1.49)-20
(13.0,3.3)
188, m 70 (1.03)-14/
7 42.4 1.03, td 6 7B (1.88)-15
(12.8,3.9) (2.12)
8 38.3
9 54.4 1.23,m 11 8,10 5,14
10 38.1
1.98, m
11 21.9 1.75 ddd 9,12 9 11p (1'7253)'21' 22,
(15.2,13.2, 2.4)
5.56, t
12 759 28) 11 9,14 23
13 407 11, 12
14 475 179, m 16 70,9
212, d
15 22.8 (14.4) 16 150 (2.12)-7P
1.60,m
4.02, dd 14,17, 18,
16 713 (4.4,1.3) 15 16-OCHa, 24
17 151.4
18 142.8
19 338 0.88, s 3,4,5,
20 218 0.85, s 5
21 175 0.96, s 7,8,9,14
22 165 0.88, s 5,9
23 19.9 116, 13,14, 18
539, d
24 81.7 L9) 160:-OCHs
25 170.0
12-CHsCO 172.2
12-CHsCO 211 1.90, s 12-CHsCO
16-OCHs 57.4 3.43,s 16 1601-OCHs-24
3.68,m
I 36.2 3.53, dq 2 24,25,3’
(14.3,7.2)
2.63, dt
, (16.4,7.3) , ,
2 34.2 2.t 1 3
(16.4, 6.4)
3 175.0




Table S8. *C (150 MHz) and *H (600 MHz) NMR data for scalimide H (8).

Position 8c 8n(J, Hz) 1H-1H COSY HMBC NOESY
Lot (1.60)-9/
1 40.9 é'gg' m 1B (1.60)-110c
64, (1.99)
164, m
2 19.5 1.40, m
1.38, m
3 432 Tiem 3 (1.38)-20
4 342
58.0 0.88, m 9
162, m
6 192 1.49, qd 7
(13.0,3.3)
1.88,m 7o (LO1)-14/
7 425 1.01, td 6 7B (1.88)-150
(12.9, 4.1) 2.13)
383
54.4 1.23,m 11 10,5, 14
10 38.1
1.99, dt
(14.8,3.0) 110 (1.99)-1p/
11 218 1.75, ddd 9,12 11 (1.75)-22, 23
(15.2,13.2, 2.5)
557,
12 75.8 >0) 11 23
13 411
181, dd
14 473 130,72) 15 8,13, 21 70, 14
2.13,d
15 225 (14.5) 14,16 13,17 150, (2.13)-7B
1.64, m
3.91, dd 14,17, 18,
16 i (4.4,1.4) 16-OCHs 24-p-OCHs
17 148.8
18 1456
19 3338 0.88, s 3,4,5
20 2138 0.85, s 5 3B
21 175 0.97,s 7,8,9, 14
22 165 0.88, s 5,9 11p
23 20.1 1.18,s 13, 14, 18 1188&234'[3'
24 87.0 5.44, m 17,18, 25
25 1703
12-CHsCO 172.1
12-CHsCO 211 1.90, s 12-CHsCO
16-OCHs 57.4 3435 16
24-OCHs 505 3.04, s 24 16,23
, 369, m , ,
1 36.6 340, m 2 24,25,3
2.64, ddd
, (16.4, 8.0, 6.4) , ,
2 335 g | 3
(16.4, 6.1)
3 174.9

10




Table S9. *C (150 MHz) and *H (600 MHz) NMR data for scalimide I (9).

Position 8¢ S (J, H2) IH-IH COSY HMBC NOESY
161, m 16 (L61)-110:
1 40.9 065 m (1.99)
166, m
2 19.5 142, m
140, m
3 432 Tl m 36 (1.40)-19
4 342
58.0 0.89, m 6 70 (1.03), 9
164, m 60 (1.64)-197
6 192 151, m 57 6 (1.51)-21, 22
190, m 700 (1.03)-5/
7 426 1.03, dt 6 7B (1.90)-15
(13.1,7.0) (2.14)
8 385
123, dd
9 543 (15323 11 5,7a, 14
10 381
199, m 110 (1.99)-1a/
11 2138 1.76, ddd 9,12 11 (1.76)-21, 22,
(15.2, 132, 2.5) 23
5.60, t
12 759 26) 11 14 23
13 40.9
14 517 167, m 9,16
2.14, dd 150 (2.14)-7P
15 28.9 (12.2,6.6) 16 13,16, 17 (1.90)/
157, m 158 (1.57)-23
4.44,dd
16 68.6 ©5.66) 15 17,18 14, 24
17 153.9
18 140.1
19 337 0.88, s 5 3B, 6at
20 217 0.86, s 3,4,5
21 17.6 0.98, s 7,8,9, 14 6B, 11p, 23
22 16.4 0.88, s 5 6B, 11p
23 216 1.26, s 12,13,14,18 | 11p,12, 158,21
4.07,d
(19.7)
24 52.0 3.97.d 17,18, 25 16
(19.8)
25 171.7
12-CHsCO 172.3
12-CHsCO 212 1.90, s 12-CHsCO
3.75, dt
, (13.4, 6.4) , ,
| 39.4 See 2 25,3
(14.0,6.7)
: 2.60, dt , ,
2 34.1 (13566 | 3
3 175.3

11




Table S10. *C (150 MHz) and *H (600 MHz) NMR data for scalimide J (10).

Position 8¢ 81 (3, H2) IH-H COSY HMBC NOESY
1 09 osm
. | &
3 432 1?2 ?c} 80 (1.16)-19/
(152 40) 3p (1.38)-20
342
58.0 0.88, m 6 9
: 192 Lo m 5.1 65 14920
7 425 1182: m 6 70 (1.04)-9
38.6
543 128, m 11 7,12, 21 5,70, 14
10 38.1
11 223 1% m 9,12
12 76.6 4('3%)‘ 11 P i 23
13 423
14 50.9 1,68, m 15 9,16
2.15,dd
15 28.6 (12.8,7.0) 17
153, m
16 66.4 (‘;'.‘;?'6"’% 17,18 14
17 133.4
18 162.3
19 337 0.88, s 3,5 30, 6t
20 217 0.85, s 3,4,5 3B, 68
21 17.7 0.99, s 7,8, 14 23
22 16.6 0.88, s 5,10
23 216 1.26, s 12,13, 14, 18 12,21, 25
24 172.1
4.06,d
25 50.4 §1797621 17,18 23
(19.6)
12-CHaCO 1725
12-CHsCO 212 201,s 12-CHCO
3.74,m
it 393 3.58, dt 2 24,3
(137, 6.4)
2 34.0 259, m It 3
3 175.1

12




Table S11. *C (150 MHz) and *H (600 MHz) NMR data for scalimide K (11).

Position 8c S (J, Hz) IH-'H COSY HMBC NOESY
10 (0.68)-9/
1 40.9 é'gg' i 2 1B (1.60)-110c
08, (1.97)
1.66, m
2 196 Taom 1,3
1.39, dt
(13.4,3.8)
3 432 16t 2
(13.4,4.1)
4 34.3
58.1 0.92,m 6 9
1.64, m 60 (L.64)-19/
6 189 1.52, qd 5,7 6p (1.52)-20, 21,
(12.8,3.3) 22
2.02,td
7 420 (12.6, 3.4) 6 59 7a (1.03)-14
1.03, m
8 385
1.35, dd
9 535 (151 2.4) 11 8,10, 12 1,5, 14
10 38.1
197, m ]
11 22,6 1.77, ddd 9,12 9 111“1(17'37)2352/3
(15.2,13.0,2.2) p -2z,
5.05, dd 9, 13, 14,
12 51 (3.7,2.1) 11 12-CHsCO 23
13 434
2.68,d
14 54.1 3.0) 15 15,16, 18, 23 70,9
6.03, dd
15 1303 ©8.26) 14,16 14,17
6.25, dd
16 118.8 0753 15 14,15, 17,18
17 1303
18 159.8
19 33.8 0.88, s 3,4,5,20 6a
20 2138 0.86, s 3,4,5,19 6p
21 192 110, s 7,8, 14 6p
22 16.4 0.89, s 1,5, 10 6B, 11p
23 175 1.06, s 12,13, 14, 18 11B, 12, 25
2 1716
25 505 4.06, m 17,18, 25 23
12-CHsCO 172.0
12-CHsCO 213 211 s 12-CHsCO
373, dt
P 395 (14.1,6.3) 2 24,25,2°,3°
3.65, m
) 261, td , ,
2 34.1 (6.8,6.3,5.1) 1 3
3 1753

13




Table S12. 3C (150 MHz) and *H (600 MHz) NMR data for scalimide L (12).

Position Sc 81 (J, Hz) IH-'H COSY HMBC NOESY
| e | mm | Py
2 195 1:4612: 0 1,3
1.39,m
3 432 1.18, td 2
(13.2,3.9)
34.3
58.1 091, m 6 9
6 18.9 112‘3‘: m 5,7 60 (1.64)-19
7 41.9 fgg i 6 7a (1.03)-14
385
535 1.34, m 11
10 38.1
1.96, dd 110 (1.96)-1p/
11 22.6 (14.8,3.3) 9,12 114 (1.77)-21, 22,
177, m 23
12 75.0 5.06, s 11 23
13 434
14 54.1 2.68, m 15 7,9
15 130.3 (3%32‘1% 14,16
16 118.8 (g'%‘,"é‘?'g) 15 17
17 130.3
18 159.8
19 338 0.88, s 3,4,5,20 6a
20 218 0.86, s 3,4,5
21 19.2 1.10,s 7,8,9, 14 11p
22 16.4 0.89, s 1,5,9,10 11p
23 175 1.06, s 12,13, 14,18 118,12, 25
24 1739
25 50.4 2;82: i 17,18 23
12-CHsCO 172.4
12-CHsCO 213 213,
I’ 39.4 g:gg: 0 2 24
2 33.9 2.64, m B 1,3
3’ 174.4
4 52.3 3.65, s 3

14




Scalarin 12 -acetoxy-19/Fhydroxyscalara-
15,17-dien-20,19-olide

Figure S1. Structures of known compounds isolated from Spongia sp.

- COSY
7 “HMBC

Figure S2. *H-'H COSY and HMBC correlations of scalimides A-L (1-12).
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1 12

Figure S3. Key NOESY correlations of scalimides A-L (1-12).
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