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S1. 'H NMR spectrum (400 MHz) of 1 in acetone-dg
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S2. C NMR spectrum (100 MHz) of 1 in acetone-ds
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S3. *H-'H COSY spectrum of 1 in acetone-ds
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S4. HSQC spectrum of 1 in acetone-dg
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S5. HMBC spectrum of 1 in acetone-ds
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S7. IR Spectrum of Compound 1
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S9. 3C NMR spectrum (100 MHz) of 2 in CDCl;
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$10. *H-*H COSY spectrum of 2 in CDCl;
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S11. HSQC spectrum of 2 in CDCl3

e

lbf5-§

11 (ppm)

‘ @

M | 64
SUUV, SRS Vi W M VY, O

glbf8-8 £ (ppm)

67 D
e/

@) =
Qx G *)41

¢

Flid

116

118

120

122

124

128

128

130

T T T T T T T T T T T T T T T T T
7.65 T7.60 7.5 T7.50 7.45 T.40 7.3 7.30 725 20 715 T.10 705 .00 693 6.90 685
£2 (ppm)

S12. HMBC spectrum of 2 in CDCl3

Jm‘ .

6. 80

glbfs-8

fi

120

F130

140

150

170

rleo

T T T T
.6 7.4 T2 T.0 68 66 64 B2 60 58 5B 54 52 50 48 4.6 44 4.2 40
£2 (ppm)

1 (ppm)

1 (ppm)

10



S%Transmittance

S13. HRESIMS Spectrum of Compound 2
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S14. IR Spectrum of Compound 2
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S15. *H NMR spectrum (400 MHz) of 3 in CDCl;
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S17. *H-*H COSY spectrum of 3 in CDCl;
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S18. HSQC spectrum of 3 in CDCl;
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S19. HMBC spectrum of 3 in CDCl3
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S21. IR Spectrum of Compound 3
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$22. 'H NMR spectrum (400 MHz) of 4 in CD;OD
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$23. 1*C NMR spectrum (100 MHz) of 4 in CD;OD
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S25. HSQC spectrum of 4 in CD3;0OD

I

glac2
50
r 3 60
——— ——T
s 4.2 Lo (;ms): 3.6 110
k112
@ riid
PAS 116
N
3 o f‘ F118
= % ()
4 Q@ B F120
122
124
SECNES
hz @
—
—— F130
k132
- 134
H136
BE:
F140
142
N T T T N T T T T T T r T T T
76 1.5 74 73 172 71 7.0 69 68 67 66 65 64 6.3 62
£2 (ppm)
S26. HMBC spectrum of 4 in CD3;0OD
glac2
150
0@
160
170
e 41 4.0 3.9 3.8 3.7 3.6
£2 (ppm) g
PR, s
— 0 o F120
3
o Q
e B sy e L1s0
—_— 3D a @
(9] 070 140
_— ) 0
= ool (B’ © 150
160
k170
St
= Q@0
190
T T T T T T T T T T T T T T T
77 7.6 7.5 7.4 73 7.2 T1 7.0 69 68 67 66 65 64 63 62 61 60
£2 (ppm)

1 (ppm)

1 (ppm)

f1 (ppm)

17



S27. HRESIMS Spectrum of Compound 4
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$29. 'H NMR spectrum (600 MHz) of 5 in CD;0D
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$30. *C NMR spectrum (150 MHz) of 5 in CD;OD
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$31. *H-*H COSY spectrum of 5 in CD;0D

S32. HSQC spectrum of 5 in CD3OD
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S33. HMBC spectrum of 5 in CD;0OD
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S35. IR Spectrum of Compound 5
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$37. C NMR spectrum (150 MHz) of 6 in acetone-ds
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$38. 'H-'H COSY spectrum of 6 in acetone-dg
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S39. HSQC spectrum of 6 in acetone-ds
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S40. HMBC spectrum of 6 in acetone-ds
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S41. HRESIMS Spectrum of Compound 6
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Sample name: M14K1-2 Detector: DTGS KBr Methods of Sample Prepare:
Spectrum number: M385 Bermsplitter: KBr 1. KBr plate 2. Mill
Operator: 5 Resolution: 4 3. KCl plate 4. MB-HATR
Instrument model: Number of sample scans: 64 5. KBr cell 6. OMNI-Sampler

Nicolet 6700 FT-IR Spectrometer Nnmber of background scans: 64 7. Smear KBr crystal



For compound 7:

$43. 'H NMR spectrum (400 MHz) of 7 in CDCls
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S44. 3C NMR spectrum (100 MHz) of 7 in CDCls;
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S45. *H-*H COSY spectrum of 7 in CDCl;
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S46. HSQC spectrum of 7 in CDCl;
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S47. HMBC spectrum of 7 in CDCl3
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S48. HRESIMS Spectrum of Compound 7
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S49. IR Spectrum of Compound 7
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Sample name: 14HDCBD
M386
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Spectrum number:
Operator:

Instrument model:
Nicolet 6700 FT-IR Spectrometer

1500
ibers (cm-1)

1000 500

Detector: DTGS KBr
Bermsplitter: KBr

Resolution: 4

Number of sample scans: 64
Nnmber of background scans: 64

For compound 8:

Methods of Sample Prepare:

1. KBr plate 2. Mill

3. KCl plate 4. MB-HATR

5. KBr cell 6. OMNI-Sampler
7. Smear KBr crystal

$50. *H NMR spectrum (600 MHz) of 8 in CD;0D
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S51. 1*C NMR spectrum (150 MHz) of 8 in CD;OD
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S52. "H—"H COSY spectrum of 8 in CD;0D
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S53. HSQC spectrum of 8 in CD3;0OD
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S54. HMBC spectrum of 8 in CD3;OD
.“.; m_ - L.Jlk_
gMBCAD_01
o LC-21
Ll L 3 »
E— " -
R o
—ey - L3
: [ -
— - L]
_ .
. - .
— - ]
866 84 82 80 78 76 74 T2 TO0 68 66 864 62 60 58 56 5.4 52 50 4.8

£2 (ppm)

-136

F70

80

90

110

rlzo

140

150

=

S
z

31



S55. HRESIMS Spectrum of Compound 8
%
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LC-21#21-23 RT: 019020 AV: 3 SB: 18 1.71-1.82 NL: 2.58E6
F: FTMS + ¢ ESI Full ms [100.00-800.00]
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S56. IR Spectrum of Compound 8
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Sample name: 1GDC-2 Detector: DTGS KBr Methods of Sample Prepare:
Spectrum number: M387 Bermsplitter: KBr 1. KBr plate 2. Mill

Operator: 5k Resolution: 4 3. KCl plate 4. MB-HATR
Instrument model: Number of sample scans: 64 5. KBr cell 6. OMNI-Sampler
Nicolet 6700 FT-IR Spectrometer Nnmber of background scans: 64 7. Smear KBr crystal



For compound 9:

S57. *H NMR spectrum (400 MHz) of 9 in acetone-ds
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S58. °C NMR spectrum (100 MHz) of 9 in acetone-dg
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$59. *H-*H COSY spectrum of 9 in acetone-dg
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S60. HSQC spectrum of 9 in acetone-dg
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E:\data\Tests\201511\LC-4

S61. HMBC spectrum of 9 in acetone-ds
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S62. HRESIMS Spectrum of Compound 9

LC-4#28 RT: 025 AV: 1 SB: 10 1.83-1.90 NL: 6.18E6
F: FTMS + ¢ ESI Full ms [100.00-1000.00]
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S63. IR Spectrum of Compound 9

Center of Drug Analysis and Test, School of Pharmacy, SDU
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Sample name: 14JGC Detector. DTGS KBr Methods of Sample Prepare.
Spectrum number: M383 Bermsplitter: KBr 1. KBr plate 2. Mill

Operator: ik Resolution: 4 3. KCl plate 4. MB-HATR
Instrument model Number of sample scans: 64 5. KBr cell 6. OMNI-Sampler
Nicolet 6700 FT-IR Spectrometer Nnmber of background scans: 64 7. Smear KBr crystal

S64. Chromatogram of 9 using chiral HPLC-CD spectroscopy
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The HPLC separation chromatogram of 9 on chiral AD-H column (5 gm, 250 x
4.6 mm, i.d.). Flow rate: 1.0 mL/min; solvent: iPrOH—n-hexane (1:3); detector

wavelength: 232 nm
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S65. UV Spectrum of Compound 9a and 9b
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For compound 10:

$66. 'H NMR spectrum (600 MHz) of 10 in acetone-ds
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$67. 3C NMR spectrum (150 MHz) of 10 in acetone-dg
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$68. 'H-*H COSY spectrum of 10 in acetone-ds
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S69. HSQC spectrum of 10 in acetone-dg
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S70. HMBC spectrum of 10 in acetone-dg
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E:\data\Tests\201509\14-HEB-1

14-HEB-1#25-28 RT: 021-023 AV: 4 SB: 14 1.83-1.91 NL: 961E6 E -

F: FTMS + ¢ ESI Full ms [100.00-1000.00)

S71. HRESIMS Spectrum of Compound 10
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Sample name: 14HEB-1 Detector: DTGS KBr Methods of Sample Prepare:
Spectrum number: M436 Bermsplitter: KBr 1. KBr plate 2. Mill
Operator: it Resolution: 4 3. KCl plate 4. MB-HATR
Instrument model: Number of sample scans: 64 5. KBr cell 6. OMNI-Sampler

Nicolet 6700 FT-IR Spectrometer

Nnmber of background scans: 64

7. Smear KBr crystal
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S73. HPLC separation chromatogram of 10 on chiral column
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The HPLC separation chromatogram of 10 on chiral AD-H column (5 gm, 250 x
10 mm, i.d.). Flow rate: 1.0 mL/min; solvent: iPrOH—n-hexane (1:1); detector

wavelength: 220 nm

S74. UV Spectrum of Compound 10a and 10b
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