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Figure S1. ESI-MS spectrum of compound 1. 
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Figure S2. HR ESI-MS spectrum of compound 1. 
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Figure S3. UV spectrum of compound 1. 
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Figure S4. IR spectrum of compound 1. 

 

Date: Monday, Feb 20th, 14:16:24 2012 (GMT+08:0Sample Name: dsc 3-4)   (Microscopy infrared transmission method FT-IR Microscope Transmission) 

Numbers of scan: 100                   Fourier transform infrared spectroscopy (FT-IR Microscope): Centaurus 

Resolution ratio: 8,000                  America Thermo Electron Corporation (Thermo) Fourier transform infrared spectrometer: Nicolet 5700. 
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Figure S5. 
1
H NMR spectrum (acetone-d6, 500 MHz) of compound 1. 
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Figure S6. 
13

C NMR spectrum (acetone-d6, 125 MHz) of compound 1. 
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Figure S7. DEPT spectrum of compound 1. 
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Figure S8. HSQC spectrum of compound 1. 
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Figure S9. HMBC spectrum of compound 1. 
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Figure S10. 
1
H-

1
H COSY spectrum of compound 1. 
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Figure S11. ESI-MS spectrum of compound 2. 
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Figure S12. HR ESI-MS spectrum of compound 2. 
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Figure S13. UV spectrum of compound 2. 
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Figure S14. IR spectrum of compound 2. 

 

 

Date: Monday, Feb 20
th

, 14:34:02 2012 (GMT+08:0Sample Name: dsc 2-4)   (Microscopy infrared transmission method FT-IR Microscope Transmission) 

Numbers of scan: 100                   Fourier transform infrared spectroscopy (FT-IR Microscope): Centaurus 

Resolution ratio: 8,000                  America Thermo Electron Corporation (Thermo) Fourier transform infrared spectrometer: Nicolet 5700 
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Figure S15. 
1
H NMR spectrum (acetone-d6, 500 MHz) of compound 2. 
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Figure S16. 
13

C NMR spectrum (acetone-d6, 125 MHz) of compound 2. 
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Figure S17. DEPT spectrum of compound 2. 
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Figure S18. HSQC spectrum of compound 2. 
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Figure S19. HMBC spectrum of compound 2. 
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Figure S20. 
1
H-

1
H COSY spectrum of compound 2. 
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Figure S21. HPLC-UV-ESI-MS
n
 Chromatograms of Danshen Injection (lyophilized powder). 

 

 

TIC-MS, TIC-MS
n
 and HPLC chromatograms (from top to bottom) (HPLC: Compound 1, tR = 40.5 min; Compound 2, tR = 41.1 min). 

Apparatus and Chromatographic condition  

HPLC: Agilent 6320 LC/MSD mass spectrometer; Column: Germany MACHEREY-NAGEL NUCLEODUR C18 Pyramid (4.6 mm × 250 mm,  

5 µm); Mobile phase: gradient elution by 0.1% formic acid (HCOOH)-acetonitrile (CH3CN), see table below; Wavelength: 254 nm; Flow: 1.0 mL·min
−1

 

(Split ratio, 4:1); Column temperature: 30 °C; Concentration: 0.2 mg/mL; Injection volume: 5 μL. 

Time (min) 0 8 30 45 50 51 55 56 60 

A. 0.1%HCOOH (%) 100 97 80 55 55 10 10 100 100 

B. CH3CN (%) 0 3 20 45 45 90 90 0 0 

MS: Nebulizer: 30.0 psi; Gas flow: 9.0 L/min; Temperature of drying gas: 350 °C; Capillary voltage: 3500 V; Ionization mode: negative ESI; scan: 

m/z 100–1000.  


