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S1. Quantum chemical CD calculation of compound 4. 

Conformational analysis was initially performed using Spartan’10 software (Wavefunction, Inc., 

Irvine, CA, USA) at MMFF94 force field. The conformers with Boltzmann-population of over 5% were 

chosen for ECD calculations, and then the conformers were initially optimized at B3LYP/DGDZVP level 

in MeOH using the continuum polarizable continuum model (CPCM). Harmonic vibration frequencies 

were calculated to confirm the stability of these conformers. As revealed by the frequency analysis, no 

imaginary frequencies were observed in ground states. The theoretical calculation of ECD was 

conducted in MeOH using Time-dependent Density functional theory (TD-DFT) at the CAM-

B3LYP/DGDZVP level for all conformers of compound 4. The CD spectra were generated by the 

program GaussView 6.0 (University of Würzburg, Würzburg, Germany) using a Gaussian band shape 

with 0.3 eV exponential half-width from dipole-length dipolar and rotational strengths. 

       

4a                             4b                          4c 

compound Model-4 

Conformer ΔE(kcal/mol) Population(%) 

4a 0 73.6 

4b 0.91 15.8 

4c 1.15 10.6 
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S2. Quantum chemical CD calculation of compound 5. 

Conformational analysis was initially performed using Spartan’10 software (Wavefunction, Inc., 

Irvine, CA, USA) at MMFF94 force field. The conformers with Boltzmann-population of over 5% were 

chosen for ECD calculations, and then the conformers were initially optimized at B3LYP/DGDZVP level 

in MeOH using the continuum polarizable continuum model (CPCM). Harmonic vibration frequencies 

were calculated to confirm the stability of these conformers. As revealed by the frequency analysis, no 

imaginary frequencies were observed in ground states. The theoretical calculation of ECD was 

conducted in MeOH using Time-dependent Density functional theory (TD-DFT) at the CAM-

B3LYP/DGDZVP level for all conformers of compound 5. The CD spectra were generated by the 

program GaussView 6.0 (University of Würzburg, Würzburg, Germany) using a Gaussian band shape 

with 0.3 eV exponential half-width from dipole-length dipolar and rotational strengths. 

       

5a                         5b                           5c 

 

compound Model-5 

Conformer ΔE(kcal/mol) Population(%) 

5a 0 65.0 

5b 0.58 24.4 

5c 1.07 10.6 
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S3. Quantum chemical CD calculation of compound 6. 

Conformational analysis was initially performed using Spartan’10 software (Wavefunction, Inc., 

Irvine, CA, USA) at MMFF94 force field. The conformers with Boltzmann-population of over 5% were 

chosen for ECD calculations, and then the conformers were initially optimized at B3LYP/DGDZVP level 

in MeOH using the continuum polarizable continuum model (CPCM). Harmonic vibration frequencies 

were calculated to confirm the stability of these conformers. As revealed by the frequency analysis, no 

imaginary frequencies were observed in ground states. The theoretical calculation of ECD was 

conducted in MeOH using Time-dependent Density functional theory (TD-DFT) at the CAM-

B3LYP/DGDZVP level for all conformers of compound 6. The CD spectra were generated by the 

program GaussView 6.0 (University of Würzburg, Würzburg, Germany) using a Gaussian band shape 

with 0.3 eV exponential half-width from dipole-length dipolar and rotational strengths. 

 

 

6a 

compound Model-6a 
Conformer ΔE(kcal/mol) Population(%) 

1 0 99.9% 
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S4. Quantum chemical CD calculation of compound 7. 

Quantum chemical CD calculation of compound 7 Conformational analysis was initially performed 

using Spartan’10 software (Wavefunction, Inc., Irvine, CA, USA) at MMFF94 force field. The conformers 

with Boltzmann-population of over 5% were chosen for ECD calculations, and then the conformers were 

initially optimized at B3LYP/DGDZVP level in MeOH using the continuum polarizable continuum 

model (CPCM). Harmonic vibration frequencies were calculated to confirm the stability of these 

conformers. As revealed by the frequency analysis, no imaginary frequencies were observed in ground 

states. The theoretical calculation of ECD was conducted in MeOH using Time-dependent Density 

functional theory (TD-DFT) at the CAM-B3LYP/DGDZVP level for all conformers of compound 7. The 

CD spectra were generated by the program GaussView 6.0 (University of Würzburg, Würzburg, 

Germany) using a Gaussian band shape with 0.3 eV exponential half-width from dipole-length dipolar 

and rotational strengths. 

 

7a 

compound Model-7 
Conformer ΔE(kcal/mol) Population(%) 

7a 0 99.9% 
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S5. 1H NMR spectrum of eutypelleudesmane A (1) in CDCl3.  

 
S6. 13C NMR spectrum of eutypelleudesmane A (1) in CDCl3. 
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S7. DEPT135 spectrum of eutypelleudesmane A (1) in CDCl3. 

 
S8. HSQC spectrum of eutypelleudesmane A (1) in CDCl3. 
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S9. COSY spectrum of eutypelleudesmane A (1) in CDCl3. 

 
S10. HMBC spectrum of eutypelleudesmane A (1) in CDCl3. 
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S11. NOESY spectrum of eutypelleudesmane A (1) in CDCl3. 

 
S12. HRESIMS of eutypelleudesmane A (1). 

 



12 
 

S13. UV spectrum of eutypelleudesmane A (1) in MeOH. 

 
S14. IR spectrum of eutypelleudesmane A (1) (KBr). 
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S25. 1H NMR spectrum of cytosporin X (2) in CDCl3. 

 
S36. 1H NMR spectrum of cytosporin X (2) in DMSO-d6. 
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S47. 13C NMR spectrum of cytosporin X (2) in CDCl3. 

 
S58. DEPT135 spectrum of cytosporin X (2) in CDCl3. 
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S69. HSQC spectrum of cytosporin X (2) in CDCl3. 

 
S20. COSY spectrum of cytosporin X (2) in CDCl3. 
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S21. HMBC spectrum of cytosporin X (2) in CDCl3. 

 
S22. NOESY spectrum of cytosporin X (2) in CDCl3. 
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S23. NOESY spectrum of cytosporin X (2) in DMSO-d6. 

 
S24. HRESIMS of cytosporin X (2). 
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S25. UV spectrum of cytosporin X (2) in MeOH. 

 
S26 IR spectrum of cytosporin X (2) (KBr). 
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S27. 1H NMR spectrum of cytosporin Y (3) in CDCl3. 

 
S28. 13C NMR spectrum of cytosporin Y (3) in CDCl3. 
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S29. DEPT135 spectrum of cytosporin Y (3) in CDCl3. 

 
S30. HSQC spectrum of cytosporin Y (3) in CDCl3. 
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S31. COSY spectrum of cytosporin Y (3) in CDCl3. 

 
S32. HMBC spectrum of cytosporin Y (3) in CDCl3. 
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S33. NOESY spectrum of cytosporin Y (3) in CDCl3. 

 
S34. HRESIMS of cytosporin Y (3). 
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S35. UV spectrum of cytosporin Y (3) in MeOH. 

 
S36. IR spectrum of cytosporin Y (3) (KBr). 
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S37. 1H NMR spectrum of cytosporin Y1 (4) in MeOD-d4. 

 
S38. 13C NMR spectrum of cytosporin Y1 (4) in MeOD-d4. 
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S39. DEPT135 spectrum of cytosporin Y1 (4) in MeOD-d4. 

 
S40. HSQC spectrum of cytosporin Y1 (4) in MeOD-d4. 

 

160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm

2
3
.
2
5

2
6
.
0
5

2
9
.
8
9

3
2
.
2
8

3
4
.
3
4

3
5
.
0
3

6
0
.
4
9

6
8
.
8
9

7
2
.
9
1

7
4
.
3
2

1
1
9
.
0
9

1
2
5
.
9
4

1
3
6
.
5
8

1
4
.
0
4

1
7
.
9
5



26 
 

S41. COSY spectrum of cytosporin Y1 (4) in MeOD-d4. 

 
S42. HMBC spectrum of cytosporin Y1 (4) in MeOD-d4. 
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S43. NOESY spectrum of cytosporin Y1 (4) in MeOD-d4. 

 
S44. HRESIMS of cytosporin Y1 (4). 
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S45. UV spectrum of cytosporin Y1 (4) in MeOH. 

 
S46. IR spectrum of cytosporin Y1 (4) (KBr). 
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S47. 1H NMR spectrum of cytosporin Y2 (5) in MeOD-d4. 

 
S48. 13C NMR spectrum of cytosporin Y2 (5) in MeOD-d4. 
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S49. DEPT135 spectrum of cytosporin Y2 (5) in MeOD-d4. 

 
S50. HSQC spectrum of cytosporin Y2 (5) in MeOD-d4. 
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S51. COSY spectrum of cytosporin Y2 (5) in MeOD-d4. 

 
S52. HMBC spectrum of cytosporin Y2 (5) in MeOD-d4. 
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S53. NOESY spectrum of cytosporin Y2 (5) in MeOD-d4. 

 
S54. HRESIMS of cytosporin Y2 (5). 
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S55. UV spectrum of cytosporin Y2 (5) in in MeOH. 

 
S56. IR spectrum of cytosporin Y2 (5) (KBr). 
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S57. 1H NMR spectrum of cytosporin Y3 (6) in CDCl3. 

 
S58. 13C NMR spectrum of cytosporin Y3 (6) in CDCl3. 
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S59. DEPT135 spectrum of cytosporin Y3 (6) in CDCl3. 

 
S60. HSQC spectrum of cytosporin Y3 (6) in CDCl3. 

 

190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm

1
4
.
6
9

1
8
.
6
4

2
3
.
9
0

2
6
.
3
4

2
6
.
6
9

3
0
.
4
0

3
1
.
2
4

3
2
.
8
6

3
4
.
8
7

3
4
.
9
6

4
9
.
2
4

4
9
.
4
1

4
9
.
5
8

4
9
.
7
5

4
9
.
9
2

6
0
.
8
3

7
1
.
4
6

7
5
.
2
2

7
9
.
2
4

1
1
8
.
7
7

1
2
6
.
1
0

1
3
6
.
6
0

ppm

7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0 ppm

20

40

60

80

100

120

140

160



36 
 

S61. COSY spectrum of cytosporin Y3 (6) in CDCl3. 

 
S62. HMBC spectrum of cytosporin Y3 (6) in CDCl3. 
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S63. NOESY spectrum of cytosporin Y3 (6) in CDCl3. 

 
S64. HRESIMS of cytosporin Y3 (6). 
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S65. UV spectrum of cytosporin Y3 (6) in MeOH. 

 
S66. IR spectrum of cytosporin Y3 (6) (KBr). 
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S67. 1H NMR spectrum of cytosporin E1 (7) in CDCl3.. 

 
S68. 1H NMR spectrum of cytosporin E1 (7) in DMSO-d6. 
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S69. 13C NMR spectrum of cytosporin E1 (7) in CDCl3. 

 
S70. DEPT135 spectrum of cytosporin E1 (7) in CDCl3. 
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S71. HSQC spectrum of cytosporin E1 (7) in CDCl3. 

 
S72. COSY spectrum of cytosporin E1 (7) in CDCl3. 
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S73. HMBC spectrum of cytosporin E1 (7) in CDCl3. 

 
S74. NOESY spectrum of cytosporin E1 (7) in CDCl3. 
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S75. NOESY spectrum of cytosporin E1 (7) in DMSO-d6. 

 
S76. HRESIMS of cytosporin E1 (7). 
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S77. UV spectrum of cytosporin E1 (7) in MeOH. 

 
S78. IR spectrum of cytosporin E1 (7) (KBr). 

 


