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Figure S1a. '"H NMR of 3-n-butylidenephthalide (1).
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Figure S1b. 3C NMR of 3-n-butylidenephthalide (1).

www.mdpi.com/journal/molecules



2 of 11

Intens. | +MS2(189.0913), 22 0eV, 0.4-0.7min #24-41
x105
1+
17149809 o
\
1+
3 128.0623 \ A
HC
HC'
24 1+
153.0703
14 ) CH, o
/j/ 1+
1+ 189.0913
k/ 115.0543
1+ 1+ 1+ HyC
91.0546 105 0701 1810764
0 e g NN
L L) v T v )4 T T T T v bt
50 75 100 125 150 175 200 225 250 275 mwz

Figure S1c. HR-ESI-MS/MS of 3-n-butylidenephthalide (1).
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Figure S2a. 'H NMR of 3-n-butylphthalide (2).
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Figure S52b. *C NMR of 3-n-butylphthalide (2).
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Figure S2c¢ HR-ESI-MS/MS of 3-n-butylphthalide (2).
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Figure S3 HR-ESI-MS/MS of 3-n-propylidenephthalide (3).
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Figure S4a '"H NMR of 3-n-propylphthalide (4).
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Figure S4b 3C NMR of 3-n-propylphthalide (4).
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Figure S4c HR-ESI-MS/MS of 3-n-propylphthalide (4).
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Figure S5a. 'H NMR of 3-butyl-4,5,6,7-tetrahydrophthalide (5).
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Figure S5b. 3C NMR of 3-Butyl-4,5,6,7-tetrahydrophthalide (5).
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Figure S5c. HR—ESI—MS/MS of 3-Butyl-4,5,6,7-tetrahydrophthalide (5).
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Figure S6a. 'H NMR of 3-n-butyl-hexahydrophthalide (6).
6]
6
o
-~ [sa) @ wn O O v
@ S Sq aBnH
S 8 I8 KKK 000
| ! N7 A
3500
3000
2500
2000
1500
1000
500
0

180 170 160 150 140 130 120 110 100 9 8 70 60 S0 40 30 20
f1 (ppm)

Figure S6b. b 3C NMR of 3-n-butyl-hexahydrophthalide (6).
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Figure S6c. HR-ESI-MS/MS of 3-n-butyl-hexahydrophthalide (6).
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Figure S7a. '"H NMR of 3-n-butyl-1,2,6,7-tetrahydrophthalide (7).
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Figure S7b. b 3C NMR of 3-n-butyl-1,2,6,7-tetrahydrophthalide (7).
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Figure S7c. HR-ESI-MS/MS of 3-n-Butyl-1,2,6,7-tetrahydrophthalide (7).
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