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Analysis Info

Analysis Name D:\1019\CHB6194.d
Method tune_wide_pos_20220422.m
Sample Name CHB6-10-4

Comment ESI Positive

10/25/2022 11:31:52 AM

Inter:)ss +MS, 0.1-1.1min #({7-64)
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S1. ESIMS spectrum of compound 1



Mass Spectrum SmartFormula Report

Analysis Info
Analysis Name  D:\1019\CHB6194r.d 10/25/2022 11:34:26 AM

Method tune_wide_pos_20220422.m Operator: YU HSIAO-CHING
Sample Name  CHB6-10-4 Instrument. BRUKER micrOTOF-Q
Comment ESI Positive

Intens. | +MS, 2.8-2.9min #(167-173)
x104 621.21529

54

Y,

6204 620.6 620.8 621.0 6212 621.4 6216 6218 6220  miz
Meas. m/z # Formula Score miz err[mDa] err[ppm] mSigma rdb e Conf N-Rule
62121529 1 C28H38NaO14 10000 621.21538 0.09 0.15 277 95 even ok
Bruker Compass DataAnalysis 4.0 printed:  10/25/2022 11:34:26 AM Page 1of1

S2. HRESIMS spectrum of compound 1
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S3. 'H NMR spectrum (400 MHz) of compound 1 in CDCls
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S4. Zoomed-in region of Figure S3 from 2.5-6.0 ppm
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S5. 3C NMR spectrum (100 MHz) of compound 1 in CDCl;
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S6. DEPT spectrum (100 MHz) of compound 1
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S7. Zoomed-in region of Figure S6 from 20.0-79.0 ppm
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S8. HSQC spectrum of compound 1 in CDCl3
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S9. HMBC spectrum of compound 1 in CDCI3
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S10. 'H-'H COSY spectrum of compound 1 in CDCls
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S11. NOESY spectrum of compound 1 in CDCl3
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S12.'H NMR spectrum (400 MHz) of compound 2 in CDCl3
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S13. 13C NMR spectrum (100 MHz) of compound 2 in CDCls
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S14. DEPT spectrum (100 MHz) of compound 2
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S15. Zoomed-in region of Figure S14 from 20.0-79.0 ppm
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