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Index I m/z I Formula Score I RDB Delta ppm OriginalFormula | Theo. Mass
1 961.4966 CarH77030 88.2892529843... 9.5 -3.77 C47H77020 961.50027
2 Cs4H73045 78.8906328156... 18.5 234 C54H73015 961.49440
3 CaoHg1025 30.7046751588... 0.5 -9.88 C40H81025 961.50614
4 CeiHs9010 16.5483883676... 27.5 8.44 C61H69010 961.48852
5 CisHesO; 0 315 -7.42 C65H6907 961.50378
6 CraHes0; 0 40.5 -1.32 C72H6502 961.49791

Figure S1. LCMS and HRMS analysis of deapi-dexyl-platycodin D (1).
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Monoisotopic Mass, Even Electron lons

485 formula(e) evaluated with 2 results within limits (up to 20 closest results for each mass)
Elements Used:

C: 0-100  H:0-200 ©O:0-50

Minimum: 60.00 -1.5

Maximum: 100.00 5.0 5.0 20.0

Mass RA Calc. Mass mDa PPM DBE i-FIT Norm Conf(%) Formula

1121.5436 100.00  1121.5439 -0.3 -0.3 2.5 212.6 0.300 74.06 C46 H89 030
1121.5380 5.6 5.0 11.5 213.6 1.349 25.94 C53 H85 025

Figure S2. LCMS and HRMS analysis of deapi-patycodin D (2).
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406 formula(e) evaluated with 2 results within limits (up to 20 closest results for each mass)
Elements Used:
C: 0-100  H:0-200 ©:0-50
Minimum: 60.00 -1.5
Maximum: 100.00 5.0 5.0 20.0
Mass RA Calc. Mass mDa PPM DBE i-FIT Norm Conf(%) Formula
989.4985 100.00 989.4957 2.8 2.8 10.5 2214 0.853 4260 C48 HT7 021

989.5016 -3.1 -3.1 1.5 221.1 0.555 57.40 C41 H81 026

Figure S3. LCMS and HRMS analysis of deapi-dexyl-platycodin D (3')



