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Figure S1. HRESI mass spectrum of compound 1.
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Figure S2. 'TH NMR (500 MHz, DMSO-ds) spectrum of compound 1.
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Figure S3. 3C NMR (125 MHz, DMSO-des) and DEPT spectra of compound 1.
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Figure S4. COSY spectrum of compound 1.
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Figure S5. HMBC spectrum of compound 1.
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Figure S6. NOESY spectrum of compound 1.
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Figure S7. 'TH NMR (500 MHz, DMSO-ds) spectrum of compound 2.
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Figure S8. 3C NMR (125 MHz, DMSO-des) and DEPT spectra of compound 2.
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Figure S9. COSY spectrum of compound 2.
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Figure S10. HMBC spectrum of compound 2.
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Figure S11. NOESY spectrum of compound 2.
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Figure S12. 'H NMR (500 MHz, DMSO-ds) spectrum of compound 3.
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Figure S13. 3C NMR (125 MHz, DMSO-ds) and DEPT spectra of compound 3.
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Figure S14. COSY spectrum of compound 3.
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Figure S15. HMBC spectrum of compound 3.
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Figure S16. NOESY spectrum of compound 3.
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Figure S17. DP4+ probability Excel sheets of compound 1.
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Isomer 1 (1a) Isomer 2 (1b) Isomer 3 (1c) Isomer 4 (1d)

A i [ D E F G H
1 Functional Solvent? Basis Set Type of Data
2 aPW1P¥O1 PCH 6-31+G(d, p) Onscaled Shifts
3

12 0. 00% 0. 00% 0. 90% dl 99. 10% -
14 | HWuclei | sp27? xperilent! Izsomer 1 | Isomer 2 | Isomer 3 [ Isomer 4 | Isomer 5
15 C x 173. 80 153, 96127 13%.9 149, 33536 158, 05D
18 C 41.00 32, 233087 28,0 31, 128658 32,8385
17 C 6a. 80 BT. 033378 1.0 55, 465348 BE, 5190
18 C 23,50 22826703 17.8 17. 433844 24, 3992
19 C 749,20 54, 449366 BA. 0 F0, 448962 56, 8474
20 C J6.T0 256, BE0G48 22.8 23. 386942 26. 58T
21 C 31,30 17. 038TEh 18. 4 18, G028 20, 237Th
22 C 32,00 7. 463994 10,8 11, 586476 . 9387
23 C 32.40 22, 291527 18. 5 20, 397884 21.6212
24 C 45, 00 36, 251684 a0, 3 33. 931148 38,6801
25 C x 211,80 197, 36858 176.3 190, 34108 201, 442
28 C 27,80 12, 338560 15,51 12, 580458 17,9286
27 C 12,80 1.420422 1.08 1. 438452 1. 3818
28 C 14. 40 2. 862186 17T 1.5897212 3. 4039
209 C 15,80 H.43217 G, 00 5. 417634 T.142
30 ||
a1l H 2. 52 2. 817055 2,33 2. 53501 2.80873
a2 H 3.98 4, 125029 3. 66 4.017328 4, 2262
33 H 1. 73 2.975471 1.91 2. 4FERE2 2. 365
a4 H 1.82 1. 870472 1.82 1. 74954 1. 7955
i3] H 4. 44 4, 253821 53.599 4. 492554 4. 35815
i) H 1.68 1.990674 1.95 2. 181698 2, 000
3T H 1.14 1. 456267 1. 28 1. 779472 1. 8036
it H 1.14 2.08201 1.682 1. 434424 1.8064
it H 1.8 1.65158 1. 26 1. 279544 1. B85
40 H 1. 26 1. o0Tad1 1. 128711 1. 466654 1.0731
41 H 1.14 2, 037465 1. 804595 1. 967578 1.941
42 H 1.558 1. BETE43 1. 181885 1. T450654 1. 3687
43 H 2,82 2. Tad 74T 2. 771949 2. 7183486 3. 144
44 H 2.00 2. 399158 2. 264319 2. 3283 2.5478
45 H 1,10 1. 873229 1. 4694658 1.617338 1./8845
45 H 0. 84 1. 364812 1.044126 1.13101 1.4121
47 H 0,98 4. 194075 1. 217849 1. 366995 1.4019
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Figure S18. DP4+ probability Excel sheets of compound 2.
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b i C 1] E F G H
1 Functional Solvent? Basis Set Type of Data
2 aP¥1PYO1 PCH 6-31+G{d, p) Shielding Tenszors
]

12 dll 100. 00% 0. 00% 0.00% Q. 00% -
14 | Huclei | zp27? xperilent! Izomer 1 | Isomer 2 | Isomer 3 | Isomer 4 | Tsomer 5
15 C x 173. BA 24,1242 23.011959 23. 60158 22. 6919465
16 C 36,45 156, 208 155, 23803 154./5154 154. BEE25
17 C 2787 165, 233 16347447 183, 67321 162, 89739
18 C 27. 62 172, 212 154. 87126 185, 95F8T 167. 16627
19 C 84,40 108, 86 111.07848 109, 37328 114, 57903
20 C 37.03 155, 547 153.5294 155, 92468 167.61283
21 C 31,29 1680, 452 158, 559752 180, 73202 160, 84336
22 C 24,87 166. 418 173.01048 188, 73019 167. 93736
23 C 32,36 159, 953 160, 218 159, 10895 162. 05187
24 C 45, 95 145, 734 148, 26333 145, 04588 145, 89546
25 C x 211. 78 —20, 1235 —19.693377  -19.566005 —19, 370673
26 C 23,04 163, 818 163, 3017 162, 34088 162, hO898
27 C 17.03 177,838 176, 19966  1T7H. 88769 17h. 96035
28 C 14. 36 176, TE86 178, 31226 172, 74894 178. 873350
20 C 15, 87 175,901 173, 33928 173, 89608 173. b8252
a0 ||

a1 H 2.4 29, 2261 28.340598T7  28.88267T 28. 82664
2 H 1.8 30,0046 29, 683317 20.67089 20, 488662
33 H 1.66 20, 5205 29, 35143 25, 313048 200 260023
34 H 1.78 29,8232 29, 347v6E%  29.621875 2B.831207
i H 1. 67 29,8074 29, 7EE562  29.449015 20, 267023
bl ] H 4,17 27,1408 27.080198 28, TTHEBS  26. 573841
37 H 1.64 29, 5808 29, 489128 29.418547 20, 428302
8 H 1.08 30, 3868 29,080325 30.011322  28.643042
39 H 1.08 30,189 30. 264225 25, 6685942 30028413
40 H 1. 27 30, BTTE 30, 228T719 20,D8009087  30.03168086
41 H 1. 27 29,8764 29,8981016 30, 304288 30. 045134
4z H 1. 25 30, 5435 29, 237864 530, 2T08B5 28, 341585
43 H 1.65 a0, 4288 30.302715 29, 542875 30, 204108
44 H 2.5 28. 79 28.143839 28.477487 28, 455995
45 H 2.08 20,5383 2B.T86182  20,06D633 20, 033268
48 H 1.14 30,374 30,072664 300049355 30.021528
47 H 0,834 a0, 8448 30. 367868 30, 182853 30, 387THTS
48 H 0,59 30,5123 30.202833 30.222871 30, 239934
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Figure S19. DP4+ probability Excel sheets of compound 3.
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"OH "OH

A i C D E F iz H
1 Functional Solwent? Basis Set Type of Data
2 nP¥1PFWO1 PCH 6-51+G(d, p) On=scaled Shifts
3

12 m 0. 00% 0.00% |d100.00% |4 0.00% -
14 | Huclei | sp2? zperimental Isomer 1 | Isomer 2 | Isomer 3 | Isomer 4 | ITsomer 5

15 C X 173.6 21. 58 19,8 22. 47452864 19, 4445635
16 C 35,5 155, 545 120,73 156, 3808744 125, 45452
17 C 27T 165, 809 128.9 165, 752852 134. 28391
15 C 24.5 172,322 165. 9 160, 9952179 184. 57292
12 C 84.5 107, 325 111.0 110, 50953585 110,98522
20 C 7.2 160, 138 155, 2 156, 9335841 1064, 52344
21 C 1.8 162. 037 165. 0 160. 6638846  151. 55297
22 C 4.3 174. 569 176. 3 171. 87020940 172, 16078
23 C 32.4 164. 561 163. 8 161. 8007308 161, 29671
24 C 40 153, 406 167.0 153, 489141 166, 18003
25 C g8, 8 127,373 121.4 122.9007821  119.85295
26 C 20,3 172,518 179,88 175. 0320815  178.08411
27 C 17.1 177. 447 178. 52 175. 0852081 176. 79942
28 C 14.5 175, 539 179,82 179.9401026 178, 08515
28 C 14.5 175. 984 175.62 175, 303141 176, 30064
2 ||

31 H 2.4 28,0878 28,07 20, 08408897 28, TT3943
g2 H 1.9 20,9963 28,87 29. 85154103 20. 55468
33 H 1.55 20,5845 28, 60 29, 53113718 20, 272391
34 H 1.78  20.8045 28, 55 20. 73214815  20.4351241
35 H 1.51 28,8008 20,04 20, 05466855 20, 4045816
36 H 4.17 27,0092 27, 28 27, 1089358 26. 925817
37 H 1.635 29,1799 28,71 20, TE2E0385 29, 487TE5
38 H 1.08 30,3450 28, 27 30.03420380 29, 103964
39 H 1.06 20,7921 28, 50 30. 41345897 20, 388
40 H 1.4 §0.3556 30.17995  29,01085164 2. 866032
41 H 1.4 30.1584 30. 24424 30, 33316538 30. 026083
42 H 1.03 25,4550 20,9407 50, 10938841 20, 497017
43 H 0.9  30.6552 30.458782 2908940285 30, 320524
44 H 1.31 30,1045 20, 44044 530, 00032892 20, 1507
45 H 3.49  2B.0405 27.58348 28, 14978538 27, 2B0T1E
46 H 0.97 50,6523 50. 5468 30, 38819872 30. 200437
47 H 1.14 30,3169 30.40494 30, 26087051 30, 000268
48 H 0.85 30.6811 30.60435 30, TOBO30TT  30. 306098
49 H 0.7 30, TE0E 50,8007 30, TE495282 30, 604387
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