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Fig. S1 The 1H NMR spectrum of compound 1 in DMSO-d6. 

 

 
Fig. S2 The 13C NMR spectrum of compound 1 in DMSO-d6. 
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Fig. S3 The HSQC spectrum of compound 1 in DMSO-d6. 

 

 
Fig. S4 The HMBC spectrum of compound 1 in DMSO-d6. 
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Fig. S5 The UV spectrum of compound 1 in MeOH. 

 

 
Fig. S6 The IR spectrum of compound 1. 
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Fig. S7 The HR-ESI-MS data of compound 1. 
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Fig. S8 The [Mo2(AcO)4] induced ECD spectrum of compound 1 in DMSO. 

 
 

 
Fig. S9 The 1H NMR spectrum of compound 2 in methanol-d4. 
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Fig. S10 The 13C NMR spectrum of compound 2 in methanol-d4. 

 

 
Fig. S11 The HSQC spectrum of compound 2 in methanol-d4. 
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Fig. S12 The HMBC spectrum of compound 2 in methanol-d4. 

 

 
Fig. S13 The UV spectrum of compound 2 in MeOH. 
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Fig. S14 The IR spectrum of compound 2. 
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Fig. S15 The HR-ESI-MS data of compound 2. 
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Fig. S16 The 1H NMR spectrum of compound 3 in DMSO-d6. 

 

 
Fig. S17 The 13C NMR spectrum of compound 3 in DMSO-d6. 
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Fig. S18 The HSQC spectrum of compound 3 in DMSO-d6. 

 

 
Fig. S19 The HMBC spectrum of compound 3 in DMSO-d6. 
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Fig. S20 The UV spectrum of compound 3 in MeOH. 

 

 
Fig. S21 The IR spectrum of compound 3. 
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Fig. S22 The HR-ESI-MS data of compound 3. 
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Fig. S23 The [Mo2(AcO)4] induced ECD spectrum of compound 3 in DMSO. 
 

 
Fig. S24 The ECD spectrum of compound 3 in MeOH. 
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Fig. S25 The 1H NMR spectrum of compound 4 in DMSO-d6. 

 

 
Fig. S26 The 13C NMR spectrum of compound 4 in DMSO-d6. 
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Fig. S27 The HSQC spectrum of compound 4 in DMSO-d6. 

 

 
Fig. S28 The HMBC spectrum of compound 4 in DMSO-d6. 
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Fig. S29 The UV spectrum of compound 4 in MeOH. 

 

 
Fig. S30 The IR spectrum of compound 4. 
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Fig. S31 The HR-ESI-MS data of compound 4. 
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Fig. S32 The 1H NMR spectrum of compound 5 in DMSO-d6. 
 

 
Fig. S33 The 13C NMR spectrum of compound 5 in DMSO-d6. 
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Fig. S34 The HSQC spectrum of compound 5 in DMSO-d6. 
 

 

Fig. S35 The HMBC spectrum of compound 5 in DMSO-d6. 
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Fig. S36 The UV spectrum of compound 5 in MeOH. 

 

 

Fig. S37 The IR spectrum of compound 5. 
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Fig. S38 The HR-ESI-MS data of compound 5. 
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Fig. S39 The Gas Chromatographic separation of D-Glc. 
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Fig. S40 The Gas Chromatographic separation of D-Api. 
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Fig. S41 The Gas Chromatographic analyses of sugar moeities of compounds 4 and 5. 
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Table S42 Sixteen optimized conformations of 3Jb. 
no. conformer E (kJ/mol) rel. E (kJ/mol) Boltzmann Dist 

1 

 

55.98 0.00 0.107 

2 

 

56.00 0.02 0.107 

3 

 

56.06 0.08 0.104 

4 

 

56.09 0.12 0.102 
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5 

 

57.16 1.18 0.067 

6 

 

57.18 1.20 0.066 

7 

 

57.23 1.26 0.065 

8 

 

57.28 1.30 0.064 

9 

 

57.94 1.96 0.049 
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10 

 

57.97 2.00 0.048 

11 

 

59.11 3.14 0.030 

12 

 

59.15 3.18 0.030 

13 

 

60.78 4.80 0.015 

14 

 

60.81 4.83 0.015 
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15 

 

60.88 4.90 0.015 

16 

 

60.92 4.94 0.015 

 
 

 
Fig. S43 The experimental UV spectrum of 3 and the calculated UV spectrum of 3Jb.  
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Fig. S44 Experimental ECD and calculated ECD spectrum of 3 in MeOH. 

 


