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S1. ECD Calculations.
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S1. ECD Calculations.

Conformational search was carried out by CONFLEX using the Merck molecular force field
(MMFF) with standard parameters.! Next, they were subjected to geometry optimization at
the B3LYP/6-31G(d) level of DFT calculations. Based on the DFT energies, conformers
with a Boltzmann distribution = 1% were chosen for ECD calculations. The conformers
were imported into Gaussian 09 package.? The ECD curves of the conformers were
calculated by the TDDFT method at the B3LYP/6-311++G (2d, p) level with the CPCM

model in a methanol solution.

1C4

1C7 1C8 1C9

Fig. 1. B3LYP/6-311+G(d,p) optimized lowest energy conformers for compound 1.



2C7 2C8 2C9

Fig. 3. B3LYP/6-311+G(d,p) optimized lowest energy conformers for compound 3.



Fig. 5. B3LYP/6-311+G(d,p) optimized lowest energy conformers for compound 9.



10C7 10C8 10C9

Fig. 6. B3LYP/6-311+G(d,p) optimized lowest energy conformers for compound 10.

[)

11C7 11C8 11C9

Fig. 7. B3LYP/6-311+G(d,p) optimized lowest energy conformers for compound 11.
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Figure S1. 'H-'H COSY (=), Selected HMBC (H—C) and key ROESY (H«H)

correlations of 2
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correlations of 3
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correlations of 4
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correlations of 10




Figure S5. 'TH NMR spectrum (600 MHz) of bejolghotin A (1) in CDCl;
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Figure S6. 13C NMR spectrum (150 MHz) of bejolghotin A (1) in CDCl;
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Figure S7. 'H-'H COSY spectrum (600 MHz) of bejolghotin A (1) in CDCls
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Figure S8. HSQC spectrum (600 MHz) of bejolghotin A (1) in CDCl;
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Figure S9. HMBC spectrum (600 MHz) of bejolghotin A (1) in CDCl;

co
= E:
=
2
-]
T L g 8 . =
o
—
-3 3 =
o] el - srag T 8 =
= Ve w¥e g
1 -8 : 8 =
- - - .:_._aa.-_'.:a-'mxn;::x:g'_;s.e.; Aa@iiiioi.. coTRam Tl - -
=2} 2 5
ol

09

¢'c
F =
'] L]
®
®
L]

1
o
—h & —
[SN]
r\fh_
2 e L s =
5 -
= :
ke £
= | - L
= -..nal*?‘n&.. - " ! 20 o
H &0 L H £3.1: -
I s .
- *8
(] ] & [ ] - -
cﬂ_ —
&
o
[ ] L 1] e - @ —
o
(2]
"\3_ -
= & s &
e
B
—
D—\ T T T T T T T T T T T T T T T
—_ —_ — —_ —_ —_ — —_ —_ O o0 -] [e)] (S = (]
o = [ B o T o B == = L e | = D = [ o S < |
(=] < < o (] o (] [ [
f1 (ppm)

15



Figure S10. ROESY spectrum (600 MHz) of bejolghotin A (1) in CDCl;
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Figure S11. HRESIMS spectrum of bejolghotin A (1)

Mass Spectrum SmartFormula Report
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1 C41H46NaO 14 100.00 785.27798 463 3.55 16.0 185 even ok

Figure S12. UV spectrum of bejolghotin A (1)
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Figure S13. IR spectrum (KBr disc) of bejolghotin A (1)
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Figure S14. '"H NMR spectrum (600 MHz) of bejolghotin B (2) in CDCl;
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Figure S15. 3C NMR spectrum (150 MHz) of bejolghotin B (2) in CDCl;
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Figure S16. 'H-'H COSY spectrum (600 MHz) of bejolghotin B (2) in CDCl;
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Figure S17. HSQC spectrum (600 MHz) of bejolghotin B (2) in CDCl;
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Figure S18. HMBC spectrum (600 MHz) of bejolghotin B (2) in CDCl;
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Figure S19. ROESY spectrum (600 MHz) of bejolghotin B (2) in CDCl;
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Figure S20. HRESIMS spectrum of bejolghotin B (2)
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Source Accumulation 0.015sec n/a n/a Data Acquisition Size 524288
lon Accumulation Time  0.015 sec n/a n/a Apodization Sine-Bell Multiplication
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Intens. | +MS
x107
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Figure S21. UV spectrum of bejolghotin B (2)
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Figure S22. IR spectrum (KBr disc) of bejolghotin B (2)
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Figure S23. 'H NMR spectrum (600 MHz) of bejolghotin C (3) in CDCl;
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Figure S24. 3C NMR spectrum (150 MHz) of bejolghotin C (3) in CDCl;
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Figure S25. 'H-"H COSY spectrum (600 MHz) of bejolghotin C (3) in CDCl;
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Figure S26. HSQC spectrum (600 MHz) of bejolghotin C (3) in CDCl;
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Figure S27. HMBC spectrum (600 MHz) of bejolghotin C (3) in CDCl;
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Figure S28. ROESY spectrum (600 MHz) of bejolghotin C (3) in CDCl;
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Figure S29. HRESIMS spectrum of bejolghotin C (3)

Mass Spectrum SmartFormula Report
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Figure S31. IR spectrum (KBr disc) of bejolghotin C (3)
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Figure S32. 'H NMR spectrum (600 MHz) of bejolghotin D (4) in CDCls
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Figure $33. 3C NMR spectrum (150 MHz) of bejolghotin D (4) in CDCl;
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Figure S34. '"H-'H COSY spectrum (600 MHz) of bejolghotin D (4) in CDCl,
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Figure S35. HSQC spectrum (600 MHz) of bejolghotin D (4) in CDCl;
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Figure S36. HMBC spectrum (600 MHz) of bejolghotin D (4) in CDCl;
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Figure S37. ROESY spectrum (600 MHz) of bejolghotin D (4) in CDCl;
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Figure S38. HRESIMS spectrum of bejolghotin D (4)
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Figure S40. IR spectrum (KBr disc) of bejolghotin D (4)
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Figure S41. 'H NMR spectrum (600 MHz) of bejolghotin E (9) in CDCl;

(mdd) 17

[ 8°G ¢9 9.9 0.°L VL

09

¢v

Ve 8¢

0°¢

9%

(e

=
co

9°F

—D = —

.99

43

.51
.61
i {9
. 26
.85
. 96
. 60
. 49
. 46
. 36
.95
. 84
5. 35
LT3
43
.25
. 88
.45
.01
.09
3. 20
3. 47
. 56
. 84
5. 40
.19
. 16
. 44
.07
.82

. 56
. 53

.58
-99

. 76
. 61
. 87
2
.93
3. 03
. b5

1975.
1971.
1965.

. 00

13
81
30

E ) o
%1934.
L1932,

L1925.
L1925,
L1912.
L 1904.
L1901.
L1894,
L1887.
H1881.
F1879.
L1872
1455.
1446.

1441,
1289,
1278,
1275. 4

1213.
1206.

Jo

22
53
49
45
7
28
11
93
08
18
53
26
86
60
01
57
44
67

CDC15



Figure S42. 3C NMR spectrum (150 MHz) of bejolghotin E (9) in CDCl;
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Figure S43. 'H-'"H COSY spectrum (600 MHz) of bejolghotin E (9) in CDCls
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Figure S44. HSQC spectrum (600 MHz) of bejolghotin E (9) in CDCl;
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Figure S45. HMBC spectrum (600 MHz) of bejolghotin E (9) in CDCl;
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Figure S46. ROESY spectrum (600 MHz) of bejolghotin E (9) in CDCl;
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Figure S47. HRESIMS spectrum of bejolghotin E (9)
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Figure S49. IR spectrum (KBr disc) of bejolghotin E (9)
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Figure S50. '"H NMR spectrum (600 MHz) of bejolghotin F (10) in CDCl;
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Figure S51. *C NMR spectrum (150 MHz) of bejolghotin F (10) in CDCl;
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Figure S52. 'H-'"H COSY spectrum (600 MHz) of bejolghotin F (10) in CDCls
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Figure S53. HSQC spectrum (600 MHz) of bejolghotin F (10) in CDCl;
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Figure S54. HMBC spectrum (600 MHz) of bejolghotin F (10) in CDCl,
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Figure S55. ROESY spectrum (600 MHz) of bejolghotin F (10) in CDCl;
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Figure S56. HRESIMS spectrum of bejolghotin F (10)
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Figure S58. IR spectrum (KBr disc) of bejolghotin F (10)
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Figure S59. 'H NMR spectrum (600 MHz) of bejolghotin G (11) in CDCl;
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Figure S60. 13C NMR spectrum (150 MHz) of bejolghotin G (11) in CDCl;
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Figure S61. 'H-"H COSY spectrum (600 MHz) of bejolghotin G (11) in CDCl;
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Figure S62. HSQC spectrum (600 MHz) of bejolghotin G (11) in CDCl;
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Figure S63. HMBC spectrum (600 MHz) of bejolghotin G (11) in CDCl;
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Figure S64. ROESY spectrum (600 MHz) of bejolghotin G (11) in CDCl;
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Figure S65. HRESIMS spectrum of bejolghotin G (11)
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Figure S66. UV spectrum of bejolghotin G (11)
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Figure S67. IR spectrum (KBr disc) of bejolghotin G (11)
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