Compound 1: Supplementary Data
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Single Mass Analysis

Tolerance =5.0 mDa / DBE: min=-15 max =500

Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

80 formula(e) evaluated with 2 results within limits (up to 50 best isotopic matches for each mass)

Elements Used:

m

Mass | calc. Mass | mDa | PPM | DBE | Formula | i-FIT | i-FITNorm | FitConf% | € | H | 0 | Na|
5413804 5413893 01 02 85 (34 H53 05 443 0053 94.79 34 53 5
5413869 25 46 55 €32 H54 05 Na 477 2955 5.21 32 54 5 1
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Single Mass Analysis

Tolerance =5.0 mDa / DBE: min =-1.5, max = 50.0

Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Odd and Even Electron lons

144 formula(e) evaluated with 2 results within limits (up to 50 bestisotopic matches for each mass)

Elements Used:

Mass l Calc. Mass ] mDa ] PPM ] DBE J Formula ] I-FIT I i-FIT Norm | Fit Conf % I C I H I (0] I Nal

559.3996 559.3999 -03 -05 75 (34 H55 06 156 0.000 9995 34 5 6
559.3975 21 3.8 45 (€32 H56 06 Na 233 7638 0.05 32 5% 6 1
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Compound 1

Proton NMR
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Compound 1

Carbon NMR
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Compound 1
DEPT
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Compound 1
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Compound 1
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Compound 2: Supplementary Data

Mass Spectrum LC-MS (Synap) Facily UP, Chernistry Dept
1: TOF MS ES+
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Single Mass Analysis

Tolerance =5.0 mDa / DBE: min=-15 max =500

Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

126 formula(e) evaluated with 2 results within limits (up to 50 best isotopic matches for each mass)

Elements Used:

m

| i-FIT | i-FIT Norm | FitConf% | € | H | 0 [ Na|

Mass l Calc. Mass | mDa | PPM | DBE l Formula
483.3871 483.3838 33 68 75 (32 H51 O3 493 0,008 99.18 32 .5k 3
483.3897 -26 -54 15 (€25 H55 O8 541 4.800 0.82 25 5 8
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Single Mass Analysis

Tolerance =5.0 mDa / DBE: min=-1.5 max =500

Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

126 formula(e) evaluated with 1 results within limits (up to 50 best isotopic matches for each mass)

Elements Used:
Mass | Calc.Mass | mDa | PPM | DBE | Formula | i-FIT | i-FIT Norm | FitConf% | € | H | O | Na|
5013971 5013944 27 54 65 (32 H53 O4 408 n/a n/a 32 53 4

-C-MS (Synapt) Facility UP, Chemistry Dept. 20191015_PM_I_1F73T_p 1052 (11.967) AM2 (Ar,18000.0,556.28,0.00 LS 100); ABS
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Compound 2

Proton NMR
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Compound 2

NMR

Carbon

[184]

vi

L6LL'SL
121091 -
966€91 -
061961 -
100°12
GG80°LT -
8€10°22 |
2559°€T
98G/'v¢Z
9010’2
eYEL'ST -
666592 -
0€19°92 -
9056°/Z -
600Z°LE -
1160'V€
096 V¢
1908°9¢ |
1616°9€ -
£998°6€ -
Y6£Z 0V
ooviey -

62y’ Ly |
__GZ1LB'6P I

=\~
umn e m s B Wl o

-

LL

JI0

\ |

G

6]

| 214 W\|H

€90 )|

9666V |
G61£°0S -
052€°SS -
vesyzL
L62L°SL
G0€.9.
SlY0°LL
169€° 1. -
¥€91°08 -

[ANAN VA

NOF&K NHH

[ppm]

50

\
100

\
150

\
200




Compound 2
DEPT
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Compound 2
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Compound 2

HMBC
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Compound 2
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Compound 2
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