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Characterization of 5-(arylmethyl)furfurals (AMFFs)

5-(Benzenylmethyl)furfural (1a): light-yellow liquid (0.328 g, 59%), 'H-NMR (CDCls, 400
MHz) d (ppm): 4.06 (s, 2H), 6.18 (d, 1H, J=3.2 Hz), 7.15 (d, 1H, J = 3.6 Hz), 7.24-7.33 (m,
5H), 9.54 (s, 1H). *C-NMR (CDCls, 100 MHz) & (ppm): 35.1, 110.0, 123.4, 127.3, 129.0,
129.1, 136.4, 152.5, 162.3, 177.5. FTIR (cm™): 3123, 3031, 2925, 2853, 1678, 1582, 1516,
1025.

5-(Toluenylmethyl)furfural (1b): light-yellow liquid (0.454 g, 76%),'H-NMR (CDCl;3, 400
MHz) é (ppm): 2.29 (s, 3H), 2.33 (s, 3H), 4.02 (s, 2H), 4.05 (s, 2H), 6.05 (d, 1H, J= 3.6 Hz),
6.16 (d, 1H, J = 3.6 Hz), 7.14-7.19 (m, 10H), 9.53 (s, 2H). *C-NMR (CDCl3, 100 MHz) &
(ppm): 19.7, 21.3, 32.9, 34.7, 109.8, 109.9, 110.0, 123.5, 126.6, 127.7, 129.0, 129.7, 130.0,
130.8, 133.3, 134.6, 136.7, 136.9, 152.4, 162.1, 162.7, 177.4. FTIR (cm™): 3122, 3047, 2921,
2820, 1677, 1581, 1514, 1022.

5-(p-Xylenylmethyl)furfural (1¢): light-yellow liquid (0.522 g, 82%),'"H-NMR (CDCls, 400
MHz) 3 (ppm): 2.24 (s, 3H), 2.30 (s, 3H), 4.01 (s, 2H), 6.05 (d, 1H, J= 3.6 Hz), 6.98-7.08 (m,
3H), 7.14 (d, 1H, J = 3.6 Hz), 9.54 (s, 1H). *C-NMR (CDCl3, 100 MHz) § (ppm): 19.2, 21.1,
32.9,109.9, 123.4, 128.3, 130.7, 130.8, 133.5, 134.4, 136.1, 152.3, 162.3, 177.4. FTIR (cm™):
3116, 3042, 2819, 1677, 1580, 1512, 1022.

5-(m-xylenylmethyl)furfural (1d): light-yellow liquid (0.492 g, 77%),'H-NMR (CDCls, 400
MHz) 6 (ppm): 2.25 (s, 9H), 2.31 (s, 15H), 4.00 (s, 6H), 4.07 (s, 2H), 5.91 (d, 1H, J=3.6 Hz),
6.05 (d, 3H, J = 3.6 Hz), 6.97-7.14 (m, 18H), 9.51 (s, 4H). *C-NMR (CDCls, 100 MHz) &
(ppm): 19.3, 20.0, 20.9, 28.9, 32.2, 109.2, 109.6, 123.2, 127.0, 127.1, 128.4, 129.8, 131.3,
131.3,132.7, 136.2, 136.9, 152.1, 152.1, 161.5, 162.1, 177.0, 177.1. FTIR (cm™): 3004, 2920,
2821, 1674, 1580, 1279, 1195, 1020.

5-(o-Xylenylmethyl)furfural (1e): light-yellow liquid (0.497 g, 78%),"H-NMR (CDCls, 400
MHz) 6 (ppm): 2.18 (s, 3H), 2.24 (s, 12H), 2.30 (s, 3H), 3.99 (s, 4H), 4.07 (s, 2H), 6.03 (d,
1H, J=3.6 Hz), 6.17 (d, 2H, J= 3.2 Hz), 7.00-7.16 (m, 12H), 9.53 (s, 3H). 3 C-NMR (CDCls,
100 MHz) 6 (ppm): 19.6, 20.0, 20.9, 33.6, 34.7,109.8, 109.9, 123.4, 126.0, 126.5, 128.1, 129 .4,
130.2,130.4, 133.7, 134.5, 135.3, 135.6, 137.2, 137.6, 152.3, 152.3, 162.5, 162.8, 177.5. FTIR
(cm™): 3116, 3003, 2947, 2819, 1677, 1581, 1511, 1196, 1023.
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5-(Mesitylmethyl)furfural (1f): light-yellow liquid (0.551 g, 81%),'H-NMR (CDCl;, 300
MHz) & (ppm): 2.27 (s, 9H), 4.04 (s, 2H), 5.92 (s, 1H), 6.89 (s, 2H), 7.11 (s, 1H), 9.51 (s,1H).
BC-NMR (CDCls, 75 MHz) & (ppm): 20.1, 21.0, 28.8, 109.3, 123.5, 129.3, 129.8, 136.8, 136.9,
152.3,162.1, 177.2. FTIR (cm™): 3117, 3013, 2818, 1680, 1581, 1513, 1197, 1021.

5-(Cumenylmethyl)furfural (1g): light-yellow liquid (0.538 g, 79%), 'H-NMR (CDCls, 400
MHz) 6 (ppm): 1.18 (d, 6H, J = 6.8 Hz), 1.223 (d, 6H, J = 7.2 Hz), 2.85-2.92 (m, 1H), 3.06-
3.13 (m, 1H), 4.01 (s, 2H), 4.10 (s, 2H), 6.02 (d, 1H, J = 3.6 Hz), 6.18 (d, 1H, J = 3.6 Hz),
7.12-7.17 (m, 8H), 7.24-7.33 (m, 2H), 9.51 (s, 1H), 9.52 (s, 1H). *C-NMR (CDCls, 100 MHz)
d (ppm): 23.8, 24.0, 29.2, 32.2, 33.8, 34.5, 109.7, 109.8, 123.2, 125.1, 125.8, 126.1, 126.3,
126.8,127.2,127.9,128.8, 128.8, 130.3, 132.8, 133.5, 147.1, 147.7, 152.1, 152.2, 162.4, 162.6,
177.2. FTIR (cm™): 3116, 3020, 2830, 1679, 1514, 1195, 1022. HRMS (ESI) calculated for
CisHi1602Na [M+Na]* 251.104, found 251.094.

5-(Ethylbezenylmethyl)furfural (1h): light-yellow liquid (0.479 g, 75%), 'H-NMR (CDCl;,
400 MHz) & (ppm): 1.21 (t, 3H, J = 7.6 Hz), 1.26 (t, 5H, J = 7.6 Hz), 2.63-2.69 (m, 5H), 4.05
(s, 2H), 4.11 (s, 2H), 6.07 (d, 1H, J = 3.6 Hz), 6.20 (d, 1H, J = 3.6 Hz), 7.19-7.20 (m, 10H),
7.25-7.28 (m, 2H), 9.56 (s, 2H). 3C-NMR (CDCls, 100 MHz) § (ppm): 15.2, 15.8, 25.9, 28.7,
32.2,34.7,109.9, 110.0, 123.3, 126.5, 127.8, 128.5, 129.0, 130.3, 133.5, 133.8, 142.6, 143.3,
152.3, 152.4, 162.5, 162.6, 177.4. FTIR (cm™): 3120, 3033, 2821, 1677, 1512, 1196, 1023.
FTIR (cm™): 3119, 3033, 2925, 1676, 1583, 1023. HRMS (ESI) calculated for C14H140,Na*
[M+Na] 237.0886, found 237.0867.
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Figure S1. The FTIR spectrum of 1a.
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Figure S2. The 'H-NMR spectrum of 1a.
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Figure S3. The >*C-NMR spectrum of 1a.
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Figure S4. The FTIR spectra of 1b.
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Figure S5. The '"H-NMR spectrum of 1b.
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Figure S6. The >*C-NMR spectrum of 1b.
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Figure S7. The FTIR spectra of 1c.
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Figure S8. The '"H-NMR spectrum of 1c.
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Figure S11. The '"H-NMR spectrum of 1d.
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Figure S13. The FTIR spectrum of 1e.

ceS6—

"

l

ppm

F oy umwm_w
ceecl
\861E

/ 9E0'Y
\000¢

-t

|

o =5860
—\.886'1

Fr~ 660°¢t

=_.¥8¢

10

11

Figure S14. The 'H-NMR spectrum of le.

S10



/8561
_.mm.mrx/l
mmm.ow\

C8G'EE~_
BL9¥E—"

9¢8'601
Ev6'601
L8EECH

cLoget
09¥'gct
0e0'8el

mmm.mm _./
hom.cm_. /
LIE0EL V.
6/9'€EL—=

0or'vel
€0e'GEl
¢99'sel
9le'lel
§85°LE1L
¢8e'ast
8¥e'as!t
08¥'z9l
108'¢9l

€SV LLL—

ppm

96°L61
0S°€S8
6€°896
— 0¥'L201

__— €809

— 0€°L6L1

£1°86€1
% LTLyp)

85691

70

T
80

100 90

110

T T T T T
160 150 140 130 120

170

180

190582
—— ££'8162

— ETEL0E
—0S2L1E

-

o
o
-~

190

Figure S15. The *C-NMR spectrum of 1e.

T

S8
[9] @oueniwsuel |

SL

1500 1000

2000

S11

Wavenumber cm-1

2500

3500

Figure S16. The FTIR spectrum of 1f.



9514
—7.112
—6.891
5.920
4.041
2274

11 10 9 8 7

i

Figure S17. The '"H-NMR spectrum of 1f.

o -
o

0.955 —
2.000 = » 4

© — o DO T = 0

= — o OO T O® @ M~ o0

] — sl D~ @ I3 o 0P

~ ol ol OO DD e} ~ Qg

~ [{=] w MOONNN (=] @ — O

— - - ————— - YRR
| NV V! | I\

A I

T T T T T T T T T T T T T T T T T T T 1
190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 ppm

Figure S18. The *C-NMR spectrum of 1f.

S12



_— iss
— SV

— V9606
FL g0k

PLSELL
BE6LEL

BEBEEL
— ZEELSL

026491

Y

895282
% 08'G98Z
—— pLE2ee
= 0E7962
POBLOE

ZZ'olle

Dok 56

08 GL
[54] @ouepwsUEl]

T
04

1000

1500

2000

2500

3000

3500

Wavenumber cm-1

Figure S19. The FTIR Spectrum of 1g.

i

e

¥¥6°0

LE0°}

Figure S20. The "H-NMR spectrum of 1g.

S13



LLL'E2
v00've
€GB8~
hm_..va
19L°EE
mh.v.vm\.

erL'601
G8.'60}
681'€ct
LEV'SE)
L18'Gel
690'9¢}
8ce'9ct
¥¥8'92!
8S1'L¢cl
14812l
G9/'8¢! x
9e8'8¢ct
6LE0EL
oogcelt

69Y°EEL
8LLLpL
80L'L¥I

L0b'est
Logest
LLE29)
115291
vow.hm_ /

TN |

ppm

70 80 50 40 30 20

80

180 170 160 150 140 130 120 110 100 90

190

Figure S21. The *C-NMR spectrum of 1g.
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Characterization of 2-(arylmethyl)furans (AMFs)

2-(Benzenylmethyl)furan (2a): Transparent liquid (0.155 g, 73%), 'H-NMR (CDCls, 400
MHz) § (ppm): 3.98 (s, 2H), 6.01 (d, 1H, J = 2.4 Hz), 6.29 (dd, 1H), 7.24-7.34 (m, 6H)."*C-
NMR (CDCl3, 100 MHz) 6 (ppm): 34.6, 106.4,110.4, 126.6, 128.6, 128.8, 138.3, 141.6, 154.7.
FTIR (cm™): 3063, 3029, 2852, 1596, 1246, 1148, 1075, 1009.

2-(Toluenylmethyl)furan (2b): Transparent liquid (0.163 g, 76%), 'H-NMR (CDCls, 400 MHz)
d (ppm): 2.36 (s, 3H), 2.37 (s, 3H), 3.98 (s, 2H), 4.00 (s, 2H), 5.95 (d, 1H, J=2.0 Hz), 6.04 (d,
1H, J = 2.4 Hz), 6.32 (d, 2H, J = 2.8 Hz), 7.17-7.21 (m, 8H), 7.37 (s, 2H). '*C-NMR (CDCls,
100 MHz) & (ppm): 19.5, 21.2, 32.4, 34.2, 106.2, 106.3, 110.3, 110.4, 126.2, 126.9, 128.7,
129.3,129.7,130.4, 135.2, 136.1, 136.5, 136.6, 141.4, 141.5, 154.3, 155.0. FTIR (cm™): 3117,
2924, 2859, 1592, 1378, 1160, 1013.

2-(p-Xylenylmethyl)furan (2¢): Transparent liquid (0.173 g, 80%), 'H-NMR (CDCls, 400
MHz) & (ppm): 2.28 (s, 3H), 2.31 (s, 3H), 3.93 (s, 2H), 5.92 (d, 1H, /= 0.8 Hz), 6.29 (dd, 1H),
6.97-7.07 (m, 3H), 7.33 (d, 1H, J= 0.8 Hz). '*C-NMR (CDCl3, 100 MHz) § (ppm): 19.1, 21.2,
32.5,106.3, 110.4, 127.7, 130.4, 130.5, 133.5, 135.7, 136.3, 141.5, 154.6. FTIR (cm™): 3118,
3007, 2857, 1593, 1215, 1154, 1073, 1009.

2-(m-Xylenylmethyl)furan (2d): Transparent liquid (0.169 g, 78%), 'H-NMR (CDCls, 400
MHz) & (ppm): 2.28 (s, 9H), 2.31 (s, 9H), 2.35 (s, 6H), 3.93 (s, SH), 3.99 (s, 2H), 5.75 (dd,
1H), 5.90 (dd, 3H), 6.24 (dd, 1H), 6.27 (dd, 3H), 7.01 (m, 12H), 6.98-7.08 (m, 12H), 7.32 (t,
4H). *C-NMR (CDCls, 100 MHz) § (ppm): 19.5, 20.2, 21.2, 28.8, 32.1, 105.7, 106.2, 110.3,
110.4, 126.8, 126.9, 128.4, 129.7, 131.3, 133.5, 136.5, 136.5, 137.2, 141.3, 141.5, 154.1, 154.7.
FTIR (cm™): 3119, 2861, 2861, 1593, 1213, 1156, 1074, 1009.

2-(0-Xylenylmethyl)furan (2e): Transparent liquid (0.163 g, 80%), 'H-NMR (CDCls, 400
MHz) 6 (ppm): 2.24 (s, 3H), 2.27 (s, 9H), 2.33 (s, 3H), 3.94 (s, 3H), 4.01 (s, 2H), 5.91 (d, 1H,
J=2.8 Hz), 6.03 (d, 1H, J= 3.2 Hz), 6.30-6.32 (m, 2H), 7.00-7.10 (m, 8H), 7.35 (s, 2H). 1*C-
NMR (CDCl3, 100 MHz) 8 (ppm): 15.4, 19.6, 20.0, 20.9, 33.1, 34.3, 106.2, 106.3, 110.4, 110.4,
125.7,126.3, 127.8, 128.8, 130.0, 130.2, 134.9, 135.3, 135.7, 136.4, 136.9, 137.2, 141.4, 141.6,
154.8, 155.2. FTIR (cm™): 3007, 2922, 2856, 1211, 1074, 1008.

2-(Mesitylmethyl)furan (2f): Transparent liquid (0.176 g, 80%), 'H-NMR (CDCls, 400 MHz)
o (ppm): 2.24 (s, 3H), 2.27 (s, 6H), 3.91 (s, 2H), 5.73 (s, 1H), 6.20 (s, 1H), 6.84 (s, 2H), 7.23
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(s, 1H). BC-NMR (CDCls, 100 MHz) & (ppm): 20.1, 21.1, 28.4, 105.6, 110.3, 129.1, 131.7,
136.2, 137.1, 141.3, 154.3. FTIR (cm’™"): 3117, 3009, 2922, 2856, 1592, 1210, 1078, 1008.

2-(Cumenylmethyl)furan (2g): Transparent liquid (0.176 g, 81%), 'H-NMR (CDCls, 400 MHz)
o (ppm): 1.22 (d, 6H, J = 6.8 Hz), 1.26 (d, 6H, J = 7.2 Hz), 2.85-2.95 (m, 1H), 3.16-3.26 (m,
1H), 3.96 (s, 2H), 4.03 (s, 2H), 5.88 (d, 1H, J = 3.2 Hz), 6.02 (d, 1H, J = 3.2 Hz), 6.28-2.31
(m, 2H), 7.12-7.18 (m, 8H), 7.31-7.34 (m, 2H). *C-NMR (CDCl3, 100 MHz) § (ppm): 24.0,
24.3, 29.1, 32.0, 34.0, 34.3, 106.3, 106.4, 110.4, 110.5, 124.7, 125.7, 126.0, 126.8, 127.4,
128.8,130.3, 134.9, 135.7, 141.4, 141.6, 147.2, 147.3, 155.0, 155.1. FTIR (cm™): 2926, 2869,
1595, 1507, 1148, 1075, 1009. HRMS (ESI) calculated for C14H;70 [M+H]" 201.1274, found
201.1278.

2-(Ethylbenzyenylmethyl)furan (2h): Transparent liquid (0.162 g, 75%), 'H-NMR (CDCls,
400 MHz) o (ppm): 1.18 (t,3H, J=7.6 Hz), 1.21 (t, 3H, J=7.6 Hz), 2.62 (q, 2H, J= 7.6 Hz),
2.65 (q, 2H, J = 7.6 Hz), 3.92 (s, 2H), 3.97 (s, 2H), 5.88 (d, 1H, J=3.2 Hz), 5.98 (d, 1H, J =
3.2 Hz), 6.26 (m, 2H), 7.13-7.19 (m, 8H), 7.30 (d, 2H). *C-NMR (CDCl3, 100 MHz) § (ppm):
15.2,15.8,25.9,28.7,31.8,34.3,106.3, 106.4, 110.5, 110.5, 126.2, 127.2, 128.2, 128.7, 128.9,
130.1, 135.6, 135.8, 141.5, 141.6, 142.5, 142.6, 154.8, 155.1. FTIR (cm™): 3118, 3011, 2858,
1592, 1318, 1160, 1074, 1008.

8 /‘A
g
S 4
-
9
ol
g
S
So
c
©
] m
8 -
] ‘\ M# W%N \\
oo ON M- ONMNODO
NI O DR CORORRT00W
2834 geRggengasclar e
3818 BITTNTOCSETRRRNS
o
< T T T T T T
3500 3000 2500 2000 1500 1000

Wavenumber cm-1

Figure S25. The FTIR spectrum of 2a.

S17



£86'€—

ppm

|« <0002

10

1

Figure S26. The '"H-NMR spectrum of 2a.

Pe9ve—

0S€'901 —
PLEOLL—

829'9¢!
L9821 W
£€8'821
€0e'8E1 —
L9l —

SLLPSE—

L

ppm

70 60 50 40 30 =20

130 120 110 100 90 80

140

180 170 160 150

190

Figure S27. The 3*C-NMR spectrum of 2a.

S18



— f &
Q
Q
__— 089
—— |96eL
— 69°98. i
— 5978 ~
—— 08'%6| o =
——€ZE0L - S
i = o
— 865 mmm.wv. J 900°€
V.82 ) 080°€
LEBLEL
sgesrl | 2 2
S9'Lesk |
6.6°€ J /¥.0°¢C
100h— N Y ™Noooz
L m i .
m 816G
.m mmm.m/
9809 S68°0
1 o & 209> = [ <80
-8 & 1269 —_— =998't
6269
LLVL E
- ceLs — 76808
=
P ——— 00262 G G02'L
L m © 9oy o
— E6'9LLE m
=
3
m.. =
8
8 =
— Lo
F -
o
=
T
T T T T T T & E -
16 96 56 6 €6 6 Is\d
[24] @oueniwsuel x
g L
=
o0
- p—
£

S19

Figure S29. The '"H-NMR spectrum of 2b.
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Figure S32. The 'H-NMR spectrum of 2e.
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Figure S35. The 'H-NMR spectrum of 2d.
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Figure S36. The >*C-NMR spectrum of 2d.
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Figure S38. The '"H-NMR spectrum of 2e.
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Figure S39. The *C-NMR spectrum of 2e.
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Figure S44. The '"H-NMR spectrum of 2g.
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Figure S45. The 3C-NMR spectrum of 2g.
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Figure S47. The 'H-NMR spectrum of 2h.
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Figure S48. The 3C-NMR spectrum of 2h.
Characterization of 2-(arylmethyl)-5-methylfurans (AMMFs)

2-(Benzenylmethyl)-5-methylfuran (3a): Transparent liquid (0.194, 84%), '"H-NMR (CDCls,
400 MHz) § (ppm): 2.30 (s, 3H), 3.97 (s, 2H), 5.91 (s, 2H), 7.27-7.35 (m, 5H). *C-NMR
(CDCls, 100 MH2) 6 (ppm): 13.8, 34.8, 106.2, 107.1, 126.6, 128.7, 128.9, 138.7, 151.2, 152.9.
FTIR (cm™): 3115, 3084, 2852, 1596, 1246, 1149, 1075, 1009.

2-(Toluenylmethyl)-5-methylfuran (3b): Transparent liquid (0.202 g, 87%), 'H-NMR (CDCls,
400 MHz) 6 (ppm): 2.29 (d, 6H), 2.37 (d, 6H), 3.93 (s, 2H), 3.95 (s, 2H), 5.80 (d, 1H, J=2.8
Hz) 5.90 (s, 3H), 7.17-7.21 (m, 8H). *C-NMR (CDCls, 100 MHz) & (ppm): 13.8, 19.6, 21.3,
32.5,34.4,34.7, 106.2, 106.2, 106.9, 107.1, 126.3, 126.9, 128.8, 129.3, 129.7, 130.4, 135.6,
136.1, 136.6, 136.8, 151.0, 151.1, 152.5, 153.2. FTIR (cm™): 3020, 2922, 2859, 1567, 1504,
1221, 1161, 1105, 1020.

2-(p-Xylenylmethyl)-5-methylfuran (3¢): Transparent liquid (0.198 g, 85%), '"H-NMR (CDCls,
400 MHz) 6 (ppm): 2.28 (s, 3H), 2.30 (s, 3H), 2.32 (s, 3H), 3.88 (s, 2H), 5.76 (d, IH, J=2.8
Hz), 5.86 (d, 1H, J=2.0 Hz), 6.98 (d, 2H), 7.06 (d, 1H). *C-NMR (CDCl3, 100 MHz) § (ppm):
13.8, 19.2, 21.2, 32.5, 106.2, 106.9, 127.5, 130.3, 130.5, 133.5, 135.6, 136.6, 150.9, 152.6.
FTIR (cm™): 3005, 2922, 2859, 1613, 1592, 1167, 1075, 1007. HRMS (ESI) calculated for
C1sH170 [M+H]" 201.1274, found 201.1272.
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2-(m-Xylenylmethyl)-5-methylfuran (3d): Transparent liquid (0.189 g, 81%), 'H-NMR
(CDCl3, 400 MHz) & (ppm): 2.26 (s, 6H), 2.29 (d, 10H), 2.35 (s, 6H), 3.87 (s, 3H), 3.94 (s,
2H), 5.58 (d, 1H, J=2.8 Hz), 5.74 (d, 1H, J= 2.8 Hz), 5.80 (d, 1H, J=2.0 Hz), 5.84 (d, 1H, J
= 2.0 Hz), 7.04-7.08 (m, 8H). *C-NMR (CDCls, 100 MHz) & (ppm): 13.8, 19.6, 20.2, 21.2,
28.8,32.1, 106.1, 106.2, 106.3, 106.9, 126.6, 126.9, 128.3, 129.7, 131.3, 133.8, 135.0, 136.3,
136.4, 137.2, 150.8, 150.9, 152.1, 152.8. FTIR (cm™): 2960, 2926, 1595, 1507, 1148, 1075,
1009. HRMS (ESI) calculated for C14H70 [M+H]" 201.1274, found 201.1254.

2-(0-Xylenylmethyl)-5-methylfuran (3e): Transparent liquid (0.193 g, 83%), 'H-NMR (CDCls,
400 MHz) o (ppm): 2.21 (s, 3H), 2.24 (t, 16H), 2.30 (s, 3H), 3.85 (s, 3H), 3.92 (s, 2H), 5.72 (d,
1H, J=2.8 Hz), 5.83 (d, 3H), 6.96-7.07 (m, 8H). 3C-NMR (CDCl;, 100 MHz) & (ppm): 13.8,
15.4,19.6, 20.0, 20.9, 33.2,34.3,106.2, 106.2, 106.9, 107.0, 125.7, 126.3, 127.8, 128.6, 129.9,
130.2, 134.7,135.3, 136.1, 136.7, 136.8, 137.1, 150.9, 151.1, 152.9, 153.3. FTIR (cm™): 3118,
2921, 2856, 1595, 1151, 1074, 1009. HRMS (ESI) calculated for C14Hi70 [M+H]" 201.1274,
found 201.1246.

2-(Mesitylmethyl)-5-methylfuran (3f): Transparent liquid (0.197 g, 84%),'"H-NMR (CDCls,
400 MHz) 6 (ppm): 2.27 (s, 3H), 2.30 (s, 6H), 2.33 (s, 3H), 3.92 (s,2H), 5.61 (s, 1H), 5.81 (s,
1H), 6.89 (s, 2H). *C-NMR (CDCls, 100 MHz) & (ppm): 13.8, 20.1, 21.1, 28.5, 106.1, 106.2,
129.1, 132.0, 136.0, 137.1, 150.7, 152.4. FTIR (cm™): 3003, 2920, 2860, 1614, 1566, 1166,
1018.

2-(Cumenylmethyl)-5-methylfuran (3g): Transparent liquid (0.196 g, 84%), 'H-NMR (CDCls,
400 MHz) 6 (ppm): 1.22 (d, 6H, J = 6.8 Hz), 1.25 (d, 6H, J = 6.8 Hz), 2.27 (s, 6H), 2.85-2.93
(m, 1H), 3.20-3.27 (m, 1H), 3.90 (s, 2H), 3.98 (s, 2H), 5.72 (d, 1H, J= 2.4 Hz), 5.84-5.87 (m,
3H), 7.12-7.18 (m, 6H), 7.30-7.33 (m, 2H). *C-NMR (CDCl3, 100 MHz) § (ppm): 13.8, 15.2,
15.9,25.9, 28.7, 30.0, 31.8, 34.4, 96.4, 106.2, 106.2, 107.0, 107.1, 126.2, 127.1, 128.2, 128.7,
128.9, 130.1, 135.9, 136.1, 142.5, 151.0, 151.1, 152.9, 153.2. FTIR (cm™): 3106, 2923, 2854,
1613, 1567, 1159, 1021. HRMS (ESI) calculated for CisHioO [M+H]" 215.1430, found
215.1433.

2-(Ethylbenzyenylmethyl)-5-methylfuran (3h): Transparent liquid (0.194 g, 83%), 'H-NMR
(CDCl3, 400 MHz) & (ppm): 1.24 (t, 3H, J= 7.6 Hz), 1.27 (t, 3H, J = 7.6 Hz), 2.29 (s, 6H),
2.64-2.75 (m, 4H), 3.92 (s, 2H), 3.97 (s, 2H), 5.78 (d, 1H, J=2.8 Hz), 5.89 (m, 3H), 7.18-7.24
(m, 8H). *C-NMR (CDCl3, 100 MHz) & (ppm): 13.8, 15.2, 15.9, 25.9, 28.7, 31.8, 34.4, 106.2,
106.2,107.0,107.1,126.2,127.1,128.2, 128.6, 128.8, 130.1, 135.9, 136.1, 142.5, 142.5, 151.0,
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151.1, 152.9, 153.2. FTIR (cm™): 3116, 2923, 2860, 1612, 1589, 1167, 1008. HRMS (ESI)
calculated for C14H 70 [M+H]" 201.1274, found 201.1261.
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Figure S49. The FTIR Spectrum of 3a.
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Figure S51. The 3C-NMR spectrum of 3a.
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Figure S52. The FTIR Spectrum of 3b.
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Figure S53. The '"H-NMR spectrum of 3b.
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Figure S54. The >*C-NMR spectrum of 3b.
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Figure S60. The '3C-NMR spectrum of 3d.

S36



_— 2889
La80eL

I

— EL'108
——— 96°588
— 2'5E6
—— LE'600L
— S5'€L01
— SZ'ISHE
—— BLESEL
— BL'IZEL
— iBLEEL
— BE'85FI
— 869051
— 89'v651

LF'958C
211508
. L'l
81'Z50e
——— B6'LLIE

T
1000

T
1500

0ot 86 96

T T
6 Z6
[96] saueipusues

a8

Wavenumber crm-1

Figure S61. The FTIR Spectrum of 3e.

ppm

Fe SFP'E
S89°91

Neeve

/ ¢5c'e
- < TN.000%2

/91E}
Lo \G597C

| ﬂL

r~ 1618

11
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Figure S63. The *C-NMR spectrum of 3e.
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Figure S64. The FTIR Spectrum of 3f.
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Figure S65. The '"H-NMR spectrum of 3f.
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Figure S66. The *C-NMR spectrum of 3f.
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Figure S67. The FTIR Spectrum of 3g.
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Figure S68. The '"H-NMR spectrum of 3g.
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Figure S69. The *C-NMR spectrum of 3g.
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Figure S70. The FTIR Spectrum of 3h.
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Figure S71. The '"H-NMR spectrum of 3h.
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Figure S72. The 3*C-NMR spectrum of 3h.
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Figure S73. The GC chromatogram of Friedel-Crafts alkylation of AcMF using mesitylene

reaction mixture at 120 °C for 3 h.
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