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Figure S1. UV spectrum of compound 1
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Figure S3. EI-MS spectrum of compound 1
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Figure S4. HR-EI-MS spectrum of compound 1
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Figure S5. CD spectrum of compound 1
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Figure S6. 'H NMR spectrum of compound 1 (CD;OD, 400 MHz)

8.0

N
23

7.0

-]
»

jun24-20.16.fid — AHMED SAEED/DR.YAN WANG/AS-13-2-6/CD30D — B.B

144.1
142.0
141.1

49.5 MeOD
49.3 MeOD
492 MeOD
49.0 MeOD
48.8 MeOD
48.7 MeOD
48.5 MeOD
47.0

—178.3

—169.5
36.0
30.6
30.1
29.6
22.2

140.4
—127.6
—110.9
—90.4
— 743
—65.1

52.1

|
|

8500000

8000000

7500000

7000000

6500000

{-6000000

5500000

5000000

4500000

{-4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

-0

t--500000

}-21000000

20000000

19000000

18000000

17000000

16000000

15000000

14000000

13000000

12000000

11000000

10000000

9000000

8000000

7000000

6000000

5000000

4000000

3000000

2000000

1000000

=]

--1000000

T T T T T T T T T T T T T T T T
200 190 180 170 160 150 140 130 120 110 100 20 80 70 60 50 40 30 20 10 0

1 (ppm)

Figure S7. °C NMR spectrum of compound 1 (CD,OD, 125 MHz)
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Figure S8. DEPT spectrum of compound 1
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Figure S9. 'H-'H COSY spectrum of compound 1
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Figure S10. HSQC spectrum of compound 1
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Figure S11. HMBC spectrum of compound 1
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Figure S12. NOESY spectrum of compound 1
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Figure $13. UV spectrum of compound 10
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Figure $16. FAB-MS spectrum of compound 10
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Figure S17. HR-FAB-MS spectrum of compound 10
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Figure S18. '"H NMR spectrum of compound 10 (CD;OD, 500 MHz)
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Figure $22. HSQC spectrum of compound 10
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Figure $23. HMBC spectrum of compound 10
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Figure S24. NOESY spectrum of compound 10
S1. ECD Calculation of compound 1

$1.1 Energies at MMFF94 force field

Conformational search with systematic algorithm was performed in Yinfo Cloud
Platform (https://cloud.yinfotek.com/) using Confab at MMFF94 force field. Conformers
were filtered by RMSD threshold of 0.5 A and energy window of 7 kcal/mol. The energies

and populations of dominative conformers were provided in Table S1.

Table S1. Energies of all Conformers of compound 1 at MMFF94 force field.

Conformer Energy (kcal/mol) Population (%)
1 84.31 61.9
2 84.73 304
3 85.68 6.1
4 86.49 1.6

$1.2 Energies at B3LYP theory level

Structures for ECD calculation were shown in Table S2. All structures were confirmed by

vibration frequency analysis that no imaginary frequencies were found.

Table S2. Energies of all configurations of compound 1 at B3LYP/6-311G(d,p) in



methanol.

Conformation Structure E (Hartree) E (kcal/mol)  Population (%)

28
2

2 -1342.779924  -842607.12 59.66
1 -1342.779004  -842606.54 22.53
4 -1342.778486  -842606.21 13.01
3 -1342.777544  -842605.62 4.8




51.3 Coordinates at B3LYP theory level
Table S3. Standard orientations of all configurations of compound 1 at

B3LYP/6-311G(d,p) level in Methanol.

Conformer 1

Center Atomic Atomic Coordinates (Angstroms)

Number Number Type X Y Z

1 6 0 -2.395217 2.101363 1.538871
2 6 0 -3.443155 1.356569 0.766458
3 6 0 -3.169388 0.324963 -0.048312
4 6 0 -1.747356 -0.188620 -0.372610
5 6 0 -0.650412 0.756186 0.284936
6 6 0 -1.126140 1.276936 1.658802
7 6 0 -1.597903 -1.638081 0.173474
8 6 0 -0.173749 -2.188441 0.062015
9 6 0 0.819794 -1.307823 0.858537
10 6 0 0.820462 0.163908 0.361670
11 6 0 2.210050 -1.950045 0.743728
12 8 0 2.985972 -1.697571 -0.322673
13 6 0 2.842352 -0.518188 -1.169965
14 6 0 1.473650 0.183138 -1.047444
15 6 0 4.061181 0.344226 -0.947641
16 6 0 4.234130 1.659540 -1.269255
17 8 0 5.508238 2.059247 -0.997531
18 6 0 6.161900 0.974266 -0.492751
19 6 0 5.334385 -0.102473 -0.444950
20 6 0 1.709704 1.005090 1.306915
21 6 0 -1.650444 -0.180468 -1.927468
22 8 0 2.574934 -2.765658 1.567187
23 6 0 -4.340334 -0.390598 -0.665717
24 8 0 -4.317134 -1.505668 -1.154157
25 8 0 0.460788 -1.350469 2.234355
26 8 0 -2.049727 3.343546 0.898081
27 8 0 -5.483672 0.338114 -0.619274
28 6 0 -6.648660 -0.319395 -1.139628
29 1 0 -2.783845 2.313599 2.548136
30 1 0 -4.476807 1.665315 0.896871
31 1 0 -0.577833 1.644948 -0.356507
32 1 0 -1.294764 0.448974 2.354297
33 1 0 -0.371074 1.923505 2.106985
34 1 0 -2.291004 -2.294432 -0.356212
35 1 0 -1.883686 -1.654923 1.230687
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