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Increased variability when PT is present in the reaction well plate

292 _

o 219-
o
£
2 146+
<
= 73-

0

Rx -

Rx (-)1

CBX -

CBX+DC24 -

Rx(-) Sejanic Acid -

Rx(-) Spergulagenic Acid -

The 11B-HSD1 inhibition results including Carbenoxolone spiked
with non-commercially PT, and DC24 fraction (2 uM for the pure
triterpenes). When the inhibition assay was supplemented with
triterpene molecules like spergulagenic and serjanic acids, and DC24
fraction that are not 11B-HSD1 inhibitors, the error bars increased
substantially.



TLC analysis of the hit fractions E10 and DE16
from the chemical library
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A TLC chromatography of fractions E10 and DE16 shown analytes
with comparable coloration profile when reacting with vanillin,
assuming apparently the presence of more polar PT.



Nuclear magnetic resonance experiments

(Bruker Ascend Il HD 600 MHz spectrometer)

S1. 'H-NMR spectrum

S2. 13C-NMR complete spectrum with a zoom between 14 and 49
ppm

S2. 13C-NMR spectrum. A zoom between 35 to 43 ppm to clarify a
peak overlapped with deuterated solvent signal.

S3. DEPT 135 spectrum
S4. COSY H-H Spectrum

S5. HMBC spectrum and a zoom in the chemical shifts of methyl
groups
S6. A selective HSQC spectrum and a zoom in the chemical shifts of

methyl groups

S7. 'H-13C multiplicity-edited HSQC using echo-antiecho spectrum
with a zoom in the chemical shifts of methyl groups



HRMS of Isoyarumic acid.

The ionic specie CioHs90s* (m/z 489.35745) was determined by
means of Q-Exactive hybrid quadrupole-Orbitrap mass spectrometry
and the experimental data were m/z 489.35580 (1.65 ppm error). It
is also possible to detect two hydroxyl loses and the sodium adduct
of the molecule.
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S1. *H-NMR spectrum
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S2. 13C-NMR spectrum. A zoom
between 35 to 43 ppm to clarify a

peak overlapped with deuterated
solvent signal.



triterpeno desconocido.12.1.1r
ICESI 4 en DMSO
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S2. 13C-NMR complete spectrum with
a zoom between 14 and 49 ppm
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S3. DEPT 135 spectrum
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S4. COSY H-H Spectrum
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S5. HMBC spectrum and a zoom in the
chemical shifts of methyl groups
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S6. A selective HSQC spectrum and a
zoom in the chemical shifts of methyl
groups
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S7. *H-13C multiplicity-edited HSQC
using echo-antiecho spectrum with a
zoom in the chemical shifts of methyl
groups
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