Supplementary material

The Leaf Essential Oil of Gynoxys buxifolia (Kunth) Cass. (Asteraceae): a Good Source
of Furanoeremophilane and Bakkenolide A

Carolina Cumbicus, Omar Malagén, Nixon Cumbicus, and Gianluca Gilardoni *
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Figure S1. Chemical structures of furanoeremophilane (67) and bakkenolide A (72).

Furanoeremophilane (67). 'TH NMR [18] (CDCls, 60 MHz) d(ppm): 0.90 (3H, s), 0.96 (3H, d, ]=7.0 Hz), 1.91 (3H, d, J=1.1
Hz), 7.08 (1H, q, J=1.1 Hz). 3C NMR [19] (CDCls, 15 MHz) d(ppm): 8.1 (CHs), 15.2 (CHs), 20.9 (CHz), 23.9 (CHs), 26.9 (CHy),
28.9 (CHz), 29.7 (CHz), 29.7 (CH>), 35.9 (C), 36.2 (CH), 36.6 (CH), 115.4 (C), 119.9 (C), 137.0 (CH), 148.8 (C).

Bakkenolide A (72). 'H NMR [23] (CDCls, 500 MHz) d(ppm): 0.85 (d, 3H, J=6.8 Hz), 0.99 (s, 3H), 1.10-1.22 (m, 1H), 1.40-
1.68 (m, 6H), 1.95 (d, 1H, J=14.2 Hz), 1.98 (dd, 1H, [i=12.9 Hz and J-=7.0 Hz), 1.98 (d, 1H, J=14.2 Hz), 2.09 (dd, 1H, Ji=13.3
Hz and J-=12.9 Hz), 2.27 (dddd, 1H, Ji=13.3 Hz, [:=7.0 Hz, J=4.9 Hz, and [:=2.3 Hz), 4.74 (ddd, 1H, J:=12.8 Hz, [;=2.3 Hz,
and J5=2.1 Hz), 4.80 (ddd, 1H, J:=12.8 Hz, ]=2.3 Hz, and J=2.1 Hz), 5.03 (t, 1H, J=2.1 Hz), 5.11 (t, 1H, ]=2.3Hz). 3C NMR
[23] (CDCls, 100 MHz) & (ppm): 16.4 (CH), 19.2 (CH), 21.0 (CHz2), 23.3 (CHs), 30.9 (CHz), 33.9 (CH), 42.4 (CHz), 44.0 (C), 46.2
(CH), 48.5 (CHz), 49.9 (C), 70.4 (CH2), 105.8 (CHz), 150.4 (C), 182.6 (C).
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Figure S2. EIMS spectrum of furanoeremophilane (67).
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Figure S3. EIMS spectrum of bakkenolide A (72).
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Figure S4.1H NMR (500 MHz) speétmm of furanoeremophilane (67) in CDCls.
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Figure S5. *C NMR (125 MHz) spectrum of furanoeremophilane (67) in CDCls.



z5 g 82 3 T3
8 g 83 3 § i

1.01
0876
———o862

ey
e i |

| 'fbv’._y( 1‘L U‘Llj"f'\‘,,‘ /\L&“

E T R 3 Kl

JUJL JJAJ UiL 1 L J“‘"\_J.Jb L U\’ ud Nr

i 2 1 3 z 3
T T T T T T
<o 35 By 25 20 15 iy

Eigure S6. '"H NMR (500 MHZz) spectrum of bakkenolide A (72) in CDCls.
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Figure S7. 3C NMR (155 MHz) spectrurfll of bakkenolide A (72) in CDCls. v



