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Quercetin - *H-NMR spectra - DMSO-ds, 80 °C, 600 MHz
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Compound 6a - *H-NMR spectra - DMSO-ds, 80 °C, 600 MHz
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Compound 6a - 3C-NMR spectra - DMSO-ds, 80 °C, 150 MHz
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Mass Spectrum SmartFormula Report

Analysis Info
Analysis Name \\Utof\data\Jan\ESI138453nb_10_01_2291.d

Method 2.5min_cal_sample_neg_naf_24-01-11.m Operator Mass Spec
Sample Name  ESI38453nb Instrument / Ser# micrOTOF 92
Comment

Acquisition Parameter

Source Type ESI lon Polarity Negative Set Nebulizer 2.0 Bar
Focus Not active Set Dry Heater 180 °C
Scan Begin 50 m/z Set Capillary 4500 V Set Dry Gas 10.0 I/min
Scan End 1200 m/z Set End Plate Offset  -500 V Set Divert Valve Source
IntensA;} -MS, 1.7-1.8min #(179-186)
x10% Mass spectrum of compound 6a
4] 508.0708
1]
] 509.0746
q- AN
x10%] C25H18NO9S ,508.07
5 Theoretical isotope model
47 508.0708
3
2
1 ] 509.0741
] 510.0670
0: T T T T T T T T T T T T T /\l T T T |/\ T T T :51 1|07IOOI T T T T T T T T T T T T T
507 508 509 510 511 512 513 m/z
Meas. m/z # Formula m/z err[ppm] Meanerr [ppm] rdb N-Rule e Conf mSigma
508.0708
1 C25H18NO9S 508.0708 0.0 -0.1 175 ok even 107.27

Bruker Compass DataAnalysis 4.0
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Compound 6b - TH-NMR spectra - DMSO-de, 80 °C, 600 MHz
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Compound 6b - 13C-NMR spectra - DMSO-de, 80 °C, 150 MHz
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v, cm?

Compound 6b - FT-IR spectra, KBr tablet, cm™
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Compound 7a - *H-NMR spectra - DMSO-ds, 80 °C, 600 MHz
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Mass Spectrum SmartFormula Report

Analysis Info

Analysis Name \\Utof\data\Jan\ES138452nb_9 01_2290.d

Method 2.5min_cal_sample_neg_naf_24-01-11.m Operator Mass Spec
Sample Name  ESI38452nb Instrument / Ser# micrOTOF 92
Comment
Acquisition Parameter
Source Type ESI lon Polarity Negative Set Nebulizer 2.0 Bar
Focus Not active Set Dry Heater 180 °C
Scan Begin 50 m/z Set Capillary 4500 V Set Dry Gas 10.0 I/min
Scan End 1200 m/z Set End Plate Offset  -500 V Set Divert Valve Source
Intens. -MS, 1.7-1.8min #(172-189)
x104]
] Mass spectrum of compound 7a
31 563.1320
2]
1]
] 564.1357
q' AN
x10%] C28H23N20O 11 ,563.13
1 Theoretical isotope model
31 563.1307
2]
1] 564.1341
] 565.1374
0 T T T T T T T T T T T T T T T T T T T T T T T T
562 563 564 565 566 567 568 m/z
Meas. m/z # Formula m/z err[ppm] Meanerr[ppm] rdb N-Rule e Conf mSigma
563.1320
1 C28H23N2011 563.1307 -2.2 -2.3 185 ok even 112.56

Bruker Compass DataAnalysis 4.0
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Compound 8b - TH-NMR spectra - DMSO-de, 80 °C, 600 MHz
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Compound 8b - 13C-NMR spectra - DMSO-de, 80 °C, 150 MHz
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This report was created by ACD/NMR Processor Academic Edition. For more information go to
www.acdlabs.com/nmrproc/

SS-21-34 - MBIMHQuercetin - 1H-13C-HSQC-HMBC-COSY - DMSO 80C.014.001.2rr.esp
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