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Figure S1. The 'H NMR spectrum of secoemestrin C (1) (400MHz, CDCls)

S3

=05

=ave

6ve

=80

B0
=10}

o2l

3.0 2.5 2.0 1.5 1.0 0.5 0.0

3.5

4.0

10.0 0.5 0.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5

10.5



-o
-2
e
o
¥5°2¢ "
6526
JE -9
Lo
F w
1
9£'96— %
21'09— _— -2
19°19— - o
102,— - "
. =
9008~ —3% -3
3
J
] 3
' o
e
59'/01~_
92°01 I~ | ©
512l l~ -
0£'911~,
P18l I~ o
CIRA -
RIS
£2'62| .
62 I
#0081 .
14681~ ~ ) I
PRI 3 3
£ ¥h | — —3
96°Gk | o
E -
Gh'EG 1~ ] .
2p's51— —
-2
08'29 1~ ]
$£'691— i
82491 T3 | o
[=]
)
8
96'061 — -— re
o
- O
o

Figure S2. The *C NMR spectrum of secoemestrin C (1) (100MHz, CDCls)
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Figure S3. The 'H NMR spectrum of dethiosecoemestrin (2) (400MHz, CDCls)
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Figure S4. The C NMR spectrum of dethiosecoemestrin (2) (100MHz, CDCls)
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Figure S5. The 'H NMR spectrum of emestrin (3) (800MHz, DMSO-ds)
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Figure S6. The *C NMR spectrum of emestrin (3) (200MHz, DMSO-ds)
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Figure S7. The 'H NMR spectrum of emestrin B (4) (600MHz, CDCls)
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Figure S8. The C NMR spectrum of emestrin B (4) (150MHz, CDCls)
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Table S1. The Deviations with literature of 3C NMR Chemical shifts 1-4

1 2 3 n=2
4 n=3
secoemestrin C (1) dethiosecoemestrin emestrin (3) emestrin B (4)
No. Ref.! 1 Dev | Ref.2 2 Dev | Ref.? 3 Dev | Reft 4 Dev
1 166.7 167.3 -0.6 | 1559 1559 0 | 1643 1644 -0.1 | 1657 1657 O
2-NMe | 323 326 -03| 273 276  -03 | 273 274 -01| 290 29.0 0
3 68.6 677 09 | 1575 1577 -02 | 756 757 -01| 833 834 -0.1
4 1643 1638 0.5 | 1492 1492 0 | 160.6 160.3 0.3 | 1654 1654 O
5a 60.2  60.2 0 63.8 63.8 0 599 60.0 -01] 592 592 0
6 72.7 72 0.7 | 694 69.6 -02 | 729 729 0 749 745 04
7 1085 1077 0.8 | 1078 1079 -0.1 | 1072 1073 -0.1 | 110.0 1100 O
8 140.0 1394 0.6 | 1402 1402 0 | 1372 1372 0 | 1392 1392 O
10 142.3 1431 -0.8 | 1412 1415 -03 | 141.7 1417 0 | 1432 1432 0
10a 113.2 1103 29 | 1189 1189 0 | 1124 1125 -0.1 | 1085 108.6 -0.1
11 786 782 04 | 1222 1221 01 | 748 748 0 76.8 768 0
11a 811 8.1 10 | 1312 1309 03 | 8.0 811 -01]| 781 782 -0.1
1 123.8 1242 -04 | 1222 1227 -05| 1222 1222 0 | 1228 1228 O
2 1229 1232 -03 | 1222 1221 0.1 | 1239 1239 0 | 1305 1305 O
3 1454 1443 1.1 | 1443 1444 -01| 1434 1434 0 | 1466 1466 O
4 156.2 1554 0.8 | 1552 1552 0 | 1489 1493 -04 | 1499 1499 O
4-OMe | 56.7 564 03 | 56.2 563 -0.1| 558 559 -01| 567 56.6 0.1
5 113.2 1122 1.0 | 1122 1122 0 | 1154 1155 -0.1 | 1121 1121 O
6 129.0 1295 -05| 1286 1287 -0.1 | 1249 1250 -0.1 | 1278 1278 O
7 165.8 1653 05 | 1652 1655 -03 | 1644 1644 0 | 1683 1683 0
1” 1465 1459 0.6 | 1451 1449 0.2 | 1453 1454 -0.1 | 1474 1474 O
27 1546 1535 1.1 | 1533 1535 -0.2| 1533 1533 0 | 1547 1547 O
3”7 117.7 1163 14 | 1172 1174 -02 | 1123 1124 -0.1 | 1146 1146 O
4” 1285 1292 -0.7 | 1276 1279 -03 | 122.7 1228 -0.1 | 1269 1269 O
57 130.8 130.1 0.7 | 130.1 1302 -0.1 | 1271 1270 0.1 | 1272 1272 O
6” 1185 1181 04 | 1187 1188 -0.1 | 1204 1203 0.1 | 1234 1234 O
7" 1909 1909 0 | 1905 1909 -04 | 748 748 0 799 800 -0.1
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