Electronic Supplementary Material (ESI) for RSC Advances.
This journal is © The Royal Society of Chemistry 2021

Supporting Information

In this ‘Supporting Information’ file for the manuscript entitled “Thymeol Derivatives with Antibacterial and Cytotoxic Activity from the

Aerial Parts of Ageratina adenophora”, the MS, IR, 1D and 2D NMR spectra of new compounds 1, 2 and 3 are listed below.

Contents:
Page 2-9: HR-ESI-MS, IR, 'H and '*C (DEPT) NMR, HSQC, HMBC and NOESY spectra of 1.
Page 10-17: HR-ESI-MS, IR, 'H and '3C (DEPT) NMR, HSQC, HMBC and NOESY spectra of 2.

Page 18-25: HR-EI-MS, IR, 'H and '*C (DEPT) NMR, HSQC, HMBC and NOESY spectra of 3.



HR-ESI-MS spectrum of compound 1
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IR spectrum of compound 1
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H-NMR spectrum of compound 1
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*C-NMR (DEPT) spectra of compound 1
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HSQC spectrum of compound 1
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'H-TH COSY spectrum of compound 1
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HMBC spectrum of compound 1
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NOESY spectrum of compound 1

Il

6.0

5.0
2 (ppm)

4.0

f1 (ppm)



HR-ESI-MS spectrum of compound 2
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IR spectrum of compound 2
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H-NMR spectrum of compound 2
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*C-NMR (DEPT) spectra of compound 2
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HSQC spectrum of compound 2

|
%

o\

P | s,
®
P“'D
-2
-
L
°
o. .
.
T L T T | LR | T L L] T | I | T T | S
80 7.5 7.0 65 60 b5 LH0 45 4.0 3.5 30 Z5 2.0 1.5 1.0 0.5 0.0
f2 (ppm)

14

-10
l20
;30
;40
:50
:60
l?O
;80

:lOO
;110
;120
;130
;140
;150

f1 (ppm)



'H-TH COSY spectrum of compound 2
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HMBC spectrum of compound 2
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NOESY spectrum of compound 2
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HR-EI-MS spectrum of compound 3

Instrument: MAT 95XP (Thermo)
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IR spectrum of compound 3
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H-NMR spectrum of compound 3
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*C-NMR (DEPT) spectra of compound 3
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HSQC spectrum of compound 3
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'H-TH COSY spectrum of compound 3
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HMBC spectrum of compound 3
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NOESY spectrum of compound 3
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