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1. Characterization of compounds 2, 3, 4c-4f

Table S1

Compound

1H NMR and 3C NMR data

3-bromophthalide (2):

@fo

1H-NMR (CDCls, 399.945 MHz): d 7.94 (1H, brd, 7.5 Hz, H-
7),57.78 (1H, ddd, 7.3, 7.3, 1.1 Hz, H-6), 5 7.64 (1H, brd, 7.5
Hz, H-4),57.62 (1H, dd, 7.6, 7.6 Hz, H-5), 5 7.40 (1H, s, H-3).
15C-NMR (CDCls, 100.576 MHz): d 167.3 (s, C-1), > 148.8 (s,
C-3a), 51352 (d, C-5),5130.9 (d, C-6), 125.9 (d, C-7), 124.1
(s, C-7a), 8 123.5 (d, C-4), d 74.6 (d, C-3).

3- hydroxyphthallde (3):

e

1H-NMR (CDsCOCDs, 399.945 MHz): d 7.84 (1H, brd, 8.0
Hz, H-7), 5 7.80 (1H, ddd, 7.5, 7.4, 1.0 Hz, H-5), 5 7.72 (1H,
brd, 7.7 Hz, H-4), 8 7.66 (1H, brdd, 7.4, 7.4 Hz, H-6),  6.75
(1H, s, H-3).

C-NMR (CDsCOCDs, 100.576 MHz): d 169.1 (s, C-1), d
147.9 (s, C-3a), 8 135.0 (d, C-5), 8 131.3 (d, C-6), 8 127.7 (s, C-
7a), 81253 (d, C-7), ® 124.3 (d, C-4), 8 98.7 (d, C-3).

1,2-dimetoxy-4-(2- bromoethyl Jbenzene (4c):

Weas

1H-NMR (CDCls, 399.945 MHz): d 6.82 (1H, brd, 8.2 Hz, H-
6), 8 6.76 (1H, dd, 8.2, 1.9 Hz, H-5), 5 6.72 (1H, brd, 1.9 Hz,
H-3), 53.88 (3H, s, -OMe), d 3.86 (3H, s, -OMe), d 3.54 (2H, t,
7.6 Hz, H-2'), 53.10 (2H, t, 7.6 Hz, H-1").

3C-NMR (CDCls, 100.576 MHz): d 148.9 (s, C-2), d 148.0 (s,
C-1), 81315 (s, C-4), 8 120.6 (d, C-5), 8 111.9 (d, C-3), 5 111.3
(d, C-6), 555.9 (2 x q,-OMe), d39.1 (t, C-1"), 8 33.2 (t, C-2).

1-(2-bromoethyl)-4-methoxybenzene (4d):

o
MeO

1H-NMR (CDs0OD, 399.945 MHz): 5 7.14 (2H, d, 8.6 Hz, H-
3, H-5), 0 6.86 (2H, d, 8.6 Hz, H-2, H-6), 0 3.80 (3H, s, -OMe),
53.54 (2H, t, 7.6 Hz, H-2'), 53.12 (2H, t, 7.6 Hz, H-1").
15C-NMR (CDs0D, 100.576 MHz): d 158.5 (s, C-4), 5 131.0 (s,
C-1), 5 129.6 (s, C-3, C-5), d 114.0 (d, C-2, C-6), d 55.2 (q, -
OMe), 5 38.6 (t, C-1), d 33.4 (t, C-2').

4-(2-(ethylthio)ethyl)benzene-1,2-diol (4e):
S

OH

1H-NMR (CDCls, 399.945 MHz):  6.79 (1H, d, 8.4 Hz, H-6),
56.73 (1H, d, 1.7 Hz, H-3), 8 6.63 (1H, dd, 8.0, 1.9 Hz, H-5),
d 2.76-2.72 (4H, m, H-1" y H-2), d 257 (2H, q, 7.2 Hz, -
CH:CH3), 8 1.25 (3H, t, 7.6 Hz, -CH2CHa).

3C-NMR (CDCls, 100.576 MHz): d 143.6 (s, C-2), d 142.0 (s,
C-1), 5133.7 (s, C-4), 5 120.8 (d, C-5), 5 115.6 (d, C-6), 8 115.4
(d, C-3), 8355 (t, C-2’), 8 33.3 (t, C-1),  26.0 (t, -CH2CHz),
14.7 (q, -CH2CH).

4-(2-(ethylthio)ethyl)phenol (4f):

/©/st
HO

1H-NMR (CDCls, 399.945 MHz): 5 7.07 (2H, d, 8.8 Hz, H-3,
H-5), 5 6.76 (2H, d, 8.8 Hz, H-2, H-6), 5 2.82 (2H, m, H-1"),
2.74 (2H, m, H-2’), 8 2.55 (2H, q, 7.6 Hz, -CH2CHa), 5 1.26
(3H, t, 7.6 Hz, -CH:CHa).

13C-NMR (CDCls, 100.576 MHz): d 154.0 (s, C-1), d 132.9 (s,
C-4), 8 129.6 (d, C-3, C5), 5 115.3 (d, C-2, C-6), d 35.4 (t, C-
1), 8334 (t, C-2), 5 26.1 (t, -CH2CH), d 14.7 (q, -CH2CH).




2.'H NMR and 3C NMR spectra of compounds 5a-5g
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Figure S1. *H NMR spectrum (400 MHz, CD,COCD,) of compound 5a

8.0 7.5 7.0 6.5 6.0 5.5

8.5

9.0



S2

1244
09'6¢
S.'6¢C

UG 6
90°0€
T oE
LE°0€
§9°0€

T€°6L —

LLE0T —
€0'80T —

€G°GTT —

L6°ECT
8G°GCT ~
e~
69°6CT
8/°6CT
C6'PET /

€8'161
S9'/ST~
LT°09T ~

OT'TLT —

OH

OH

FC JUC

T

f1 (ppm)

Figure S2. 13C NMR spectrum (100 MHz, CD,COCD;) of compound 5a
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Figure S3. 'H NMR spectrum (400 MHz, CDCl,) of compound 5b
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Figure S4. 13C NMR spectrum (100 MHz, CDCl,) of compound 5b
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Figure S5. 'H NMR spectrum (400 MHz, CDCl,) of compound 5¢
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Figure S6. 13C NMR spectrum (100 MHz, CDCl,) of compound 5¢
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Figure S7. *H NMR spectrum (400 MHz, CDCl,) of compound 5d
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Figure S9. 'H NMR spectrum (400 MHz, CD,0D) of compound 5e
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Figure S10. 3C NMR spectrum (100 MHz, CD,0D) of compound 5e
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Figure S16. Dose-response cell viability of Bv.2 cells was determined by cristal violet assay. Colorimetric quantification was performed, and
the results are mean = SD (n = 3 independent experiments performed in duplicate). Significant differences were determined by one way
ANOVA followed by Bonferroni t-test *p < 0.05 vs Basal.
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Figure S17. Dose-response cell viability of RAW 264.7 cells was determined by cristal violet assay. Colorimetric quantification was performed,
and the results are mean + SD (n 2 3 independent experiments performed in duplicate). Significant differences were determined by one way
ANOVA followed by Bonferroni t-test *p < 0.05 vs Basal.



