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Figure S6. HSQC (CD;0D) spectrum of compound 1
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Figure S13. HSQC (CD;0D) spectrum of compound 2
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Figure S15. HMBC (CD;0D) spectrum of compound 2
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Figure S17. HRESIMS spectrum of compound 2
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Figure S38. HRESIMS spectrum of compound 5
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Figure $39. 'H NMR (600 MHz, CD;0D) spectrum of compound 6

41



L) s < — 0-—%F Oy - OO — DT R
o ol o o - SO VS — el 3 — E =
o I T o B o e oy o = e e e = s
| ES A P S S SO S (e |
° N X"0H
5 0
HO i
0._0
OH
OH
[ 1
{ 1
f I | |
|
e e B e o L B s e e e s e B e e e e
150 170 150 130 110 20 80 70 o0 30
fl (ppm)

Figure S40. °C NMR (150MHz, CD;0D) spectrum of compound 6
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Figure S41. HSQC (CD;0D) spectrum of compound 6
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Figure S42. 'H-'"H COSY (CD;0D) spectrum of compound 6
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Figure S43 HMBC (CD;0D) spectrum of compoundé
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Figure S44. ROESY (CD;0D) spectrum of compound 6

46

fl (ppm)



D:AMS-DATA\20160120-DS-02_160120112604 1/20/2016 3:22:53 PM DS-02

20160120-DS-02_160120112604 #98 RT: 0.79 AV: 1 NL' 9.32E6
T: FTMS + ¢ ESI Full ms [150.00-1000.00]
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Co1H21 Og=401.1231
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Figure S45. HRESIMS spectrum of compound 6
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Table S1. Simulated ECD spectrum date of 75,8S,8aS8,125-1

Wavenumber ECD Wavenumber ECD Wavenumber ECD Wavenumber ECD Wavenumber ECD

400.5 1.83 3755 5.05 3505 6.76 3255 127 300.5 415

400 1.88 375 5.12 350 673 325 1.10 300 -4.15

399.5 1.92 3745 5.19 3495 6.69 3245 0.94 299.5 -4.15

399 1.97 374 5.26 349 6.65 324 0.78 299 -4.14

398.5 2.02 3735 533 348.5 6.61 3235 0.61 298.5 -4.12

398 2.08 373 5.40 348 6.56 323 0.45 298 -4.10

397.5 2.13 3725 5.47 3475 6.51 3225 0.29 297.5 -4.08

397 2.18 372 5.54 347 6.46 322 0.13 297 -4.05

396.5 2.24 3715 5.60 346.5 641 3215 0.03 2965 -4.01

396 2.29 371 5.67 346 634 321 0.19 296 3.97

3955 2.35 370.5 573 3455 628 3205 035 2955 -3.93

395 2.40 370 5.80 345 621 320 051 295 -3.88

394.5 2.46 369.5 5.86 3445 6.14 3195 067 2945 3.83

394 2.52 369 5.92 344 6.07 319 0.82 294 3.77

3935 2.58 368.5 5.98 3435 599 3185 097 2935 3.71

393 2.64 368 6.04 343 591 318 112 293 3.64

3925 2.70 367.5 6.10 3425 582 3175 127 2925 3.57

392 2.76 367 6.15 342 573 317 142 292 -3.50

391.5 2.82 366.5 6.21 3415 564 3165 -1.56 2915 343

391 2.88 366 6.26 341 555 316 2171 291 335

390.5 2.95 365.5 6.31 340.5 545 3155 -1.85 2905 326

390 3.01 365 6.36 340 535 315 -1.98 290 -3.18

389.5 3.07 364.5 6.41 3395 524 3145 212 2895 -3.09

389 3.14 364 6.46 339 513 314 225 289 -3.00

388.5 3.21 363.5 6.50 3385 502 3135 237 2885 291

388 3.27 363 6.54 338 491 313 250 288 2.81

387.5 3.34 362.5 6.58 3375 479 3125 262 2875 271

387 3.41 362 6.62 337 467 312 273 287 2.62

386.5 3.48 361.5 6.66 336.5 454 3115 284 2865 252

386 3.54 361 6.69 336 442 311 295 286 241

385.5 3.61 360.5 6.72 3355 429 3105 3.06 2855 231

385 3.68 360 6.75 335 415 310 3.16 285 221

384.5 3.75 359.5 6.78 3345 402 3095 325 2845 2.11

384 3.82 359 6.80 334 388 309 335 284 -2.00

383.5 3.90 358.5 6.82 3335 374 3085 343 2835 -1.90

383 3.97 358 6.84 333 3.60 308 352 283 -1.80

382.5 4.04 357.5 6.86 3325 345 3075 359 2825 -1.69

382 4.11 357 6.87 332 331 307 3.67 282 -1.59

381.5 4.18 356.5 6.88 3315 3.16 3065 373 2815 -1.49

381 425 356 6.89 331 3.01 306 380 281 -1.39

380.5 433 3555 6.89 330.5 2.86 3055 386 280.5 -1.29

380 4.40 355 6.89 330 270 305 391 280 -1.20

379.5 4.47 354.5 6.89 329.5 2.55 3045 396 2795 -1.10

379 4.54 354 6.89 329 239 304 400 279 -1.01

3785 4.62 353.5 6.88 328.5 223 3035 404 2785 -0.91

378 4.69 353 6.87 328 2.07 303 407 278 -0.83

3775 4.76 3525 6.85 3275 191 3025 410 2775 0.74

377 4.83 352 6.83 327 175 302 412 277 -0.65

376.5 491 3515 6.81 326.5 1.59 3015 413 2765 -0.57

276 049 260 058 244 086 228 030 212 -0.87
275.5 042 2595 059 2435 0.86 2275 037 2115 -0.82
275 034 259 059 243 0.86 227 044 211 0.77
274.5 027 2585 059 2425 0.86 2265 051 2105 0.72
274 020 258 0.60 242 086 226 057 210 -0.66
2735 0.14 2575 060 2415 0.86 2255 0.64 2095 -0.61
273 0.08 257 061 241 085 225 070 209 -0.55
2725 0.02 2565 061 2405 0.84 2245 076 208.5 -0.50
272 0.03 256 062 240 083 224 0.82 208 -0.45
2715 0.09 2555 063 2395 0.81 2235 0.87 2075 -0.40
271 0.13 255 0.63 239 0.80 223 092 207 -0.35
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270.5
270
269.5
269
268.5
268
267.5
267
266.5
266
265.5
265
264.5
264
263.5
263
262.5
262
261.5
261
260.5

0.18
0.22
0.26
0.30
0.33
0.36
0.39
0.41
0.44
0.46
0.48
0.49
0.51
0.52
0.53
0.54
0.55
0.56
0.56
0.57
0.58

254.5
254
253.5
253
252.5
252
251.5
251
250.5
250
2495
249
248.5
248
247.5
247
246.5
246
245.5
245
244.5

0.64
0.65
0.66
0.67
0.68
0.69
0.70
0.71
0.72
0.74
0.75
0.76
0.77
0.79
0.80
0.81
0.82
0.83
0.84
0.85
0.85

238.5
238
237.5
237
236.5
236
235.5
235
234.5
234
233.5
233
2325
232
231.5
231
230.5
230
229.5
229
228.5

0.78
0.75
0.72
0.69
0.66
0.62
0.58
0.54
0.50
0.45
0.40
0.34
0.28
0.23
0.16
0.10
0.04
-0.03
-0.10
-0.17
-0.24

222.5
222
221.5
221
220.5
220
219.5
219
218.5
218
217.5
217
216.5
216
215.5
215
214.5
214
213.5
213
212.5

-0.97
-1.01
-1.05
-1.09
-1.12
-1.14
-1.16
-1.18
-1.18
-1.19
-1.19
-1.18
-1.17
-1.15
-1.13
-1.10
-1.07
-1.04
-1.00
-0.96
-0.92

206.5
206
205.5
205
204.5
204
203.5
203
202.5
202
201.5
201
200.5
200

-0.30
-0.25
-0.21
-0.17
-0.13
-0.10
-0.07
-0.04
-0.01
0.01
0.03
0.05
0.06
0.07
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Table S2. Simulated ECD spectrum date of 75,8S,8aS,12R-1

Wavenumber ECD Wavenumber ECD Wavenumber ECD Wavenumber ECD Wavenumber ECD
401 0.51 360 3.44 319 2.40 278 -4.53 237 -3.54
400 0.53 359 3.52 318 2.20 277 -4.58 236 -3.29
399 0.56 358 3.62 317 1.98 276 -4.64 235 -3.05
398 0.60 357 3.71 316 1.78 275 -4.70 234 -2.82
397 0.64 356 3.79 315 1.57 274 -4.76 233 -2.62
396 0.68 355 3.88 314 1.34 273 -4.82 232 -2.44
395 0.72 354 3.96 313 1.12 272 -4.88 231 -2.28
394 0.77 353 4.04 312 0.89 271 -4.95 230 -2.15
393 0.82 352 4.11 311 0.65 270 -5.03 229 -2.04
392 0.87 351 4.18 310 0.42 269 -5.11 228 -1.96
391 0.92 350 4.24 309 0.20 268 -5.19 227 -1.91
390 0.98 349 4.30 308 -0.03 267 -5.28 226 -1.88
389 1.03 348 4.35 307 -0.29 266 -5.38 225 -1.86
388 1.09 347 4.40 306 -0.52 265 -5.47 224 -1.87
387 1.15 346 4.45 305 -0.74 264 -5.58 223 -1.90
386 1.21 345 4.48 304 -0.96 263 -5.68 222 -1.94
385 1.28 344 451 303 -1.20 262 -5.78 221 -1.99
384 1.34 343 4.53 302 -1.41 261 -5.88 220 -2.04
383 1.40 342 4.55 301 -1.64 260 -5.98 219 -2.10
382 1.48 341 4.56 300 -1.84 259 -6.06 218 -2.17
381 1.55 340 4.56 299 -2.04 258 -6.15 217 -2.23
380 1.63 339 4.55 298 -2.24 257 -6.22 216 -2.29
379 1.71 338 4.53 297 -2.44 256 -6.28 215 -2.35
378 1.78 337 4.50 296 -2.62 255 -6.32 214 -2.40
377 1.87 336 4.46 295 -2.79 254 -6.34 213 -2.45
376 1.95 335 4.42 294 -2.95 253 -6.35 212 -2.49
375 2.03 334 4.36 293 -3.12 252 -6.33 211 -2.52
374 2.12 333 4.30 292 -3.26 251 -6.29 210 -2.55
373 2.21 332 4.23 291 -3.41 250 -6.23 209 -2.57
372 2.30 331 4.14 290 -3.53 249 -6.14 208 -2.58
371 2.39 330 4.05 289 -3.66 248 -6.02 207 -2.58
370 2.49 329 3.94 288 -3.77 247 -5.88 206 -2.57
369 2.58 328 3.83 287 -3.88 246 -5.72 205 -2.55
368 2.67 327 3.71 286 -3.97 245 -5.53 204 -2.51
367 2.77 326 3.57 285 -4.06 244 -5.32 203 -2.46
366 2.86 325 3.42 284 -4.14 243 -5.09 202 -2.38
365 2.96 324 3.28 283 -4.22 242 -4.85 201 -2.28
364 3.06 323 3.12 282 -4.29 241 -4.60 200 -2.16
363 3.15 322 2.95 281 -4.35 240 -4.33
362 3.25 321 2.77 280 -4.41 239 -4.07
361 3.34 320 2.59 279 -4.47 238 -3.80
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Table S3. Simulated ECD spectrum date of 75,85-6.

Wavenumber ECD Wavenumber ECD Wavenumber ECD Wavenumber ECD Wavenumber ECD
400 12.57 375.5 25.95 351 13.20 326.5 -6.75 302 -7.03
399.5 12.86 375 26.07 350.5 12.61 326 -6.77 301.5 -7.43
399 13.16 374.5 26.17 350 12.02 325.5 -6.77 301 -7.86
398.5 13.45 374 26.26 349.5 11.42 325 -6.76 300.5 -8.32
398 13.75 373.5 26.33 349 10.82 324.5 -6.74 300 -8.82
397.5 14.05 373 26.39 348.5 10.22 324 -6.70 299.5 -9.33
397 14.36 372.5 26.44 348 9.62 3235 -6.65 299 -9.88
396.5 14.67 372 26.47 347.5 9.01 323 -6.59 298.5 -10.46
396 14.98 371.5 26.48 347 8.41 322.5 -6.52 298 -11.06
395.5 15.29 371 26.48 346.5 7.81 322 -6.44 297.5 -11.70
395 15.60 370.5 26.47 346 7.21 321.5 -6.35 297 -12.35
394.5 15.92 370 26.44 345.5 6.61 321 -6.25 296.5 -13.04
394 16.23 369.5 26.39 345 6.02 320.5 -6.14 296 -13.75
393.5 16.55 369 26.32 344.5 5.44 320 -6.03 295.5 -14.48
393 16.87 368.5 26.24 344 4.86 319.5 -591 295 -15.24
392.5 17.18 368 26.14 3435 428 319 -5.79 294.5 -16.02
392 17.50 367.5 26.03 343 3.72 318.5 -5.66 294 -16.82
391.5 17.82 367 25.90 342.5 3.16 318 -5.54 293.5 -17.64
391 18.14 366.5 25.75 342 2.61 317.5 -5.41 293 -18.48
390.5 18.46 366 25.58 341.5 2.07 317 -5.28 292.5 -19.33
390 18.78 365.5 25.39 341 1.55 316.5 -5.15 292 -20.20
389.5 19.09 365 25.19 340.5 1.03 316 -5.02 291.5 -21.08
389 19.41 364.5 24.97 340 0.53 315.5 -4.90 291 -21.97
388.5 19.72 364 24.73 339.5 0.04 315 -4.79 290.5 -22.87
388 20.03 363.5 24.48 339 -0.44 314.5 -4.67 290 -23.78
387.5 20.34 363 24.20 338.5 -0.90 314 -4.57 289.5 -24.69
387 20.64 362.5 2391 338 -1.35 313.5 -4.48 289 -25.61
386.5 20.94 362 23.61 337.5 -1.78 313 -4.39 288.5 -26.52
386 21.24 361.5 23.28 337 -2.19 312.5 -4.31 288 -27.43
385.5 21.53 361 22.94 336.5 -2.59 312 -4.25 287.5 -28.33
385 21.82 360.5 22.58 336 -2.97 311.5 -4.20 287 -29.23
384.5 22.11 360 22.21 335.5 -3.34 311 -4.16 286.5 -30.11
384 22.39 359.5 21.82 335 -3.68 310.5 -4.14 286 -30.98
383.5 22.66 359 21.42 334.5 -4.01 310 -4.13 285.5 -31.84
383 22.93 358.5 20.99 334 -4.32 309.5 -4.15 285 -32.67
382.5 23.19 358 20.56 333.5 -4.61 309 -4.18 284.5 -33.48
382 23.45 357.5 20.11 333 -4.89 308.5 -4.23 284 -34.27
381.5 23.70 357 19.65 332.5 -5.14 308 -4.30 283.5 -35.03
381 23.94 356.5 19.17 332 -5.38 307.5 -4.39 283 -35.76
380.5 24.17 356 18.68 331.5 -5.59 307 -4.50 282.5 -36.45
380 24.39 355.5 18.18 331 -5.79 306.5 -4.64 282 -37.11
379.5 24.61 355 17.66 330.5 -5.97 306 -4.80 281.5 -37.73
379 24.81 354.5 17.14 330 -6.13 305.5 -4.98 281 -38.31
378.5 25.01 354 16.60 329.5 -6.27 305 -5.19 280.5 -38.84
378 25.19 353.5 16.06 329 -6.39 304.5 -5.43 280 -39.33
377.5 25.37 353 15.50 328.5 -6.50 304 -5.69 279.5 -39.76
377 25.53 352.5 14.94 328 -6.59 303.5 -5.99 279 -40.14
376.5 25.68 352 14.37 327.5 -6.66 303 -6.30 278.5 -40.47
376 25.82 351.5 13.79 327 -6.71 302.5 -6.65 278 -40.75
2717.5 -40.96 261.5 -15.57 245.5 12.00 229.5 0.99 213.5 15.18
277 -41.11 261 -14.10 245 11.87 229 0.90 213 15.96
276.5 -41.20 260.5 -12.63 244.5 11.70 228.5 0.83 212.5 16.70
276 -41.23 260 -11.17 244 11.47 228 0.80 212 17.42
275.5 -41.20 259.5 -9.71 243.5 11.21 227.5 0.80 211.5 18.09
275 -41.09 259 -8.27 243 10.90 227 0.84 211 18.72
274.5 -40.93 258.5 -6.85 242.5 10.56 226.5 0.91 210.5 19.29
274 -40.69 258 -5.45 242 10.19 226 1.01 210 19.80
273.5 -40.38 257.5 -4.08 241.5 9.79 225.5 1.16 209.5 20.24
273 -40.01 257 -2.75 241 9.37 225 1.33 209 20.62
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270.5
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269.5
269
268.5
268
267.5
267
266.5
266
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265
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263
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-39.57
-39.06
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-33.65
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-31.56
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-29.26
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255.5
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254
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252
251.5
251
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249.5
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-1.45
-0.20
1.01
2.17
3.28
432
5.31
6.24
7.10
7.90
8.62
9.28
9.87
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10.84
11.21
11.52
11.76
11.93
12.04
12.08
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8.93
8.47
8.01
7.54
7.06
6.59
6.12
5.65
5.20
4.75
4.33
3.92
3.53
3.16
2.81
2.49
2.19
1.92
1.68
1.46
1.27
1.12

224.5
224
223.5
223
2225
222
221.5
221
220.5
220
219.5
219
218.5
218
217.5
217
216.5
216
215.5
215
214.5
214

1.55

1.81

2.10

2.44

2.81

3.23

3.68

4.18

4.72

5.30

5.92

6.57

7.26
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9.50
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208.5
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202.5
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20.93
21.16
21.31
21.39
21.39
21.32
21.17
20.95
20.66
20.31
19.90
19.44
18.93
18.38
17.79
17.18
16.54
15.88
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