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Fig. S1 '"H NMR (400 MHz, CDCI3) spectrum of compound 1.
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Fig. S2 3C NMR (100 MHz, CDCls) spectrum of compound 1.
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Fig. S3 HSQC (CDCls) spectrum of compound 1.
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Fig. S4 'H-'H COSY (CDCls) spectrum of compound 1.
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Fig. S5 HMBC (CDCI3) spectrum of compound 1.
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Fig. S6 NOESY (CDCls) spectrum of compound 1.
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Fig. S8 '"H NMR (400 MHz, CDCl3) spectrum of compound 2.
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Fig. S9 3C NMR (100 MHz, CDCls) spectrum of compound 2.
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Fig. S10 HSQC (CDCls) spectrum of compound 2.

353

6.5

8.5

S7



T g v
0 4 &
3 Ty -
0 .. 8 W
, 8 , 068 0
§ ]
§ [
Y 70 60 50 40 30 20 1.0
2 (ppm)
Fig. S11 '"H-'H COSY (CDClIs) spectrum of compound 2.
0 "
° e g nao;Jgh" l‘+¢
s o lan b : ;ﬁ.i ﬂ
] |' ] 7 '34‘ *
[} B |
] ! o s [ I } L]
0 e [ v 6 44
i L] ' -5 " e -&'ﬂ
(] U] *
95 85 75 65 S5 45 35 25 15 05
2 (ppm)

Fig. S12 HMBC (CDCl;) spectrum of compound 2.
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Fig. S16 'H NMR (600 MHz, CDCls) spectrum of compound 3.
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Table S1 The coordinate for the lowest-energy conformer of compound 1 in 3C NMR,
ECD, and ORD calculations
Standard orientation:

Center Atomic Atomic Coordinates (Angstroms)
Number Number Type X Y /

1 6 0 —-4. 085536 2.717589 0. 373419
2 6 0 —4. 868682 1. 556209 0. 188659
3 6 0 —4. 285008 0. 305788 0. 116656
4 6 0 —2. 889102 0. 185321 0. 229235
5 6 0 —2. 130252 1. 362427 0.416339
6 6 0 —-2.700490 2. 638568 0. 489242
7 6 0 -1.972016  —0.933124 0. 196671
8 6 0 -0.716639  —0.409388 0. 362602
9 7 0 —0. 799498 0. 982794 0. 496991
10 6 0 0. 364072 1. 816893 0. 485719
11 6 0 1. 368590 1. 192157  —-0.518765
12 6 0 2. 690827 1.994814  —-0. 508653
13 7 0 1.644355  -0.218986  —0. 208686
14 7 0 3.672179 1.394514  -1.190337
15 6 0 3. 532667 0.046253  —1.760820
16 6 0 2.621624 -0.851718 —0.926658
17 8 0 2.785834  -2.065990 —-0.929624
18 6 0 4.986164  -0.437231 —1.865766
19 6 0 5. 761866 0.862231 -2.138392
20 6 0 5. 046585 1.913981  —1.276584
21 8 0 2. 796953 3. 066759 0. 082057
22 1 0 3. 079888 0.113426  -2.757962
23 6 0 0.631133 —-1.051871 0. 517898
24 6 0 -2.343767  —2.385319 0. 044204
25 6 0 -2.936083 -2.708241 —1.308736
26 6 0 -4.070716  -3.361074  —1.589250
27 6 0 -4.486289  -3.603552 —3.019785
28 6 0 -5.027198  -3.915328 —0. 564058
29 8 0 0. 887363 1. 955528 1. 788992
30 8 0 0. 852281 1. 344325  —1.837836
31 6 0 0.935694  -1.299276 2.018864
32 6 0 2.124571  —-2.223705 2.403972
33 8 0 2.169777  -3.380049 1. 560327
34 6 0 3.475561  —1.489439 2.397394
35 6 0 1.862392  -2. 769851 3. 810736
36 8 0 —4. 792993 3. 886091 0. 433868
37 6 0 —4. 084225 5.099371 0. 620703
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Table S2 The coordinate for the lowest-energy conformer of compound 2 for ECD
calculation
Standard orientation:

Center Atomic Atomic Coordinates (Angstroms)
Number Number Type X Y /

1 6 0 -5. 155766  —0. 155648 —1.965038
2 6 0 —5. 855548 0.007458  -0.748145
3 6 0 -5.186694  —0. 003350 0.471868
4 6 0 -3.797591  -0.179202 0.434018
5 6 0 -3.074765 —0.349135  —-0.772925
6 6 0 -3.786051  —0.335082 —1.985814
7 7 0 -2.888130 0. 222643 1. 476028
8 6 0 -1.621304 0. 435431 0. 957725
9 6 0 -1.694350 -0.511936  —0. 399287
10 6 0 —-0.449607 -0.676276 —1.195923
11 6 0 0.562332 -1.548970 —-0.393104
12 6 0 1.928889 —-1.510912 —1. 127800
13 7 0 0.716979 -1.127209 0. 997806
14 7 0 2.959185  -1.960461 —0.406826
15 6 0 2.821563  —2.409288 0.980151
16 6 0 1.727933  -1.676959 1. 745422
17 8 0 1.771264 —-1.617617 2. 965234
18 6 0 4.237314  —-2.221353 1. 540326
19 6 0 5.124455  —2. 545808 0. 326075
20 6 0 4.352972  -1.971776  —0.875749
21 8 0 2.021845  -1.130599 -2.298152
22 1 0 2.549068  -3.473708 0. 996059
23 6 0 -0. 380522  -0.492017 1. 780778
24 8 0 —=7. 208909 0.170957 -0.879745
25 6 0 —7. 988085 0. 338436 0.290294
26 8 0 -0.733048 —1.346219 —2.423317
27 8 0 0.114677 -2.906580  —0.402309
28 6 0 0. 046736 0. 854305 2. 435984
29 6 0 0. 260807 2.153114 1. 622853
30 8 0 1. 192590 1. 810041 0.573130
31 6 0 -1.046117 2. 728909 1. 051408
32 6 0 0. 885888 3. 175289 2.593104
33 6 0 1. 643638 2. 869668  —0.280423
34 6 0 2. 628633 2.302630 1. 256245
35 6 0 3. 854910 2.759268  —1.542423
36 6 0 4. 688897 2.087940 -2.606651
37 6 0 4.516117 3.950197  —0.895425
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Table S3 Cytotoxic activity data of compounds 1 and 2

ICso (UM)
Compd.
A549 HepG2 AGS HGC-27
1 >30 >30 >30 >30
2 >30 >30 >30 >30
DDP 1.26 3.25 243 2.50
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