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Characterization of products 8-11.

6-methoxy-2-0xo-2H-chromen-7-yl-benzenesulfonate (4a).

White solid; yield 74.2%; mp:201-203 <T; *H NMR (500 MHz, CDCl3) § 7.91 (d, J = 8.6 Hz, 2H),

O:§:O

omo 7.71 (t, 3= 7.5 Hz, 1H), 7.62 (d, J = 9.6 Hz, 1H), 7.56 (t, J = 7.9 Hz, 2H), 7.09 (s, 1H), 6.89 (s, 1H),
\O =

6.42 (d, J = 9.6 Hz, 1H), 3.66 (s, 3H); 3C NMR (125 MHz, CDCl3) & 160.13, 149.12, 147.78,
142.42, 140.92, 135.94, 134.45, 129.11, 128.51, 117.80, 117.28, 112.83, 109.87, 56.26; HRMS (ESI): calcd for

C16H1306S ([M+H]"), 333.0427, found, 333.0424.

o 6-methoxy-2-0x0-2H-chromen-7-yl-4-methoxybenzenesulfonate (4b).
<> White solid; yield 77.5%; mp:180-183 <T; *H NMR (500 MHz, CDCls) § 7.74 (d, J = 9.0 Hz, 2H),
0=S8=0

omo 7.54 (d, J = 9.6 Hz, 1H), 6.98 (s, 1H), 6.92 (d, J = 9.0 Hz, 2H), 6.82 (s, 1H), 6.33 (d, J = 9.6 Hz,
=

o

1H), 3.82 (s, 3H), 3.64 (s, 3H); *C NMR (125 MHz, CDCls) & 164.36, 160.26, 149.23, 147.74,
142.54, 141.06, 130.84, 126.99, 117.66, 117.14, 114.31, 112.69, 109.86, 56.35, 55.82; HRMS (ESI): calcd for
C17H1507S ([M+H]"), 363.0533, found, 363.0535.

6-methoxy-2-0x0-2H-chromen-7-yl-4-fluorobenzenesulfonate (4c).

Yellow solid; yield 66.9%; mp:173-175 <C; *H NMR (500 MHz, DMSO-ds) & 8.03 — 7.92 (m, 3H),
o= . 7.52(t,J=8.8Hz 2H), 7.43 (s, 1H), 7.30 (s, 1H), 6.53 (d, J = 9.6 Hz, 1H), 3.55 (s, 3H); *C NMR
© g (125 MHz, DMSO-ds) 6 165.31 (d, J = 252.9 Hz), 160.06, 148.52, 147.50, 143.88, 139.82, 132.24
(d, J = 10.4 Hz), 131.21 (d, J = 3.2 Hz), 118.78, 117.44, 117.36 (d, J = 21.5 Hz), 112.70, 111.70, 56.53; HRMS
(ESI): caled for C16H12FO6S ([M+H]*), 351.0333, found, 351.0337.

6-methoxy-2-0x0-2H-chromen-7-yl-4-chlorobenzenesulfonate (4d).

|
! White solid; yield 66.9%; mp:164-165 <C; 'H NMR (500 MHz, CDCls) § 7.76 (d, J = 8.7 Hz, 2H),
o oo 1.56(d,J=9.6Hz 1H), 7.45 (d, J = 8.7 Hz, 2H), 7.08 (s, 1H), 6.83 (s, 1H), 6.35 (d, J = 9.6 Hz,
g 1H), 3.59 (s, 3H); ¥ C NMR (125 MHz, CDCl3) & 160.08, 148.81, 147.71, 142.47, 141.27, 140.50,
134.19, 129.96, 129.41, 117.98, 117.37, 112.86, 109.94, 56.19; HRMS (ESI): calcd for C1sH12CI06S ([M+H]*),
367.0037. found, 367.0038.
. 6-methoxy-2-0xo-2H-chromen-7-yl-4-bromobenzenesulfonate (4e).

Yellow solid; yield 82.3%; mp:188-190 <C; * H NMR (500 MHz, CDCl3) § 7.76 (s, 2H), 7.70 (d, J
omo = 8.6 Hz, 2H), 7.63 (d, J = 9.6 Hz, 1H), 7.16 (s, 1H), 6.90 (s, 1H), 6.44 (d, J = 9.6 Hz, 1H), 3.67 (s,
o P

3H); ¥¥*C NMR (125 MHz, CDCls) & 160.01, 148.88, 147.81, 142.32, 140.63, 134.91, 132.41,
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129.97, 129.85, 117.95, 117.45, 112.91, 109.93, 56.23; HRMS (ESI): calcd for C16H1:BrOsS ([M+H]"), 412.9512
found, 412.9510.
cFy 6-methoxy-2-0x0-2H-chromen-7-yl-4-(trifluoromethyl)-benzenesulfonate (4f). White solid;
yield 81.5%; mp:169-171 <T; ! H NMR (500 MHz, CDCl3) § 8.06 (d, J = 8.2 Hz, 2H), 7.84 (d, J
\Om" = 8.3 Hz, 2H), 7.62 (d, J = 9.6 Hz, 1H), 7.21 (s, 1H), 6.89 (s, 1H), 6.45 (d, J = 9.6 Hz, 1H), 3.62
’ (s, 3H); ¥ C NMR (125 MHz, CDCls) & 159.91, 148.71, 147.85, 142.22, 140.44, 139.58,
135.98(q, J = 34.5 Hz), 129.12, 126.18(q, J = 3.59 Hz), 123.12 (q, J = 274.8 Hz), 118.08, 117.61, 113.07, 109.87,
56.09; HRMS (ESI): calcd for C17H12F306S ([M+H]*), 401.0301, found, 401.0300.
6-methoxy-2-0xo-2H-chromen-7-yl-4-nitrobenzenesulfonate (4g).
Yellow solid; yield 68.3%; mp:178-181 <C; *H NMR (500 MHz, DMSO-ds) & 8.46 (d, J = 8.9
: Hz, 2H), 8.16 (d, J = 8.9 Hz, 2H), 8.00 (d, J = 9.6 Hz, 1H), 7.45 (s, 1H), 7.39 (s, 1H), 6.55 (d, J
= 9.6 Hz, 1H), 3.52 (s, 3H); 1*C NMR (125 MHz, DMSO-ds) § 160.00, 151.56, 148.38, 147.55,
143.82, 140.56, 139.68, 130.52, 125.18, 119.03, 117.58, 112.75, 111.90, 56.55; HRMS (ESI): calcd for
C16H12NOsS ([M+H]*), 378.0278, found, 378.0277.
6-methoxy-2-0xo-2H-chromen-7-yl-2,4,5-trichlorobenzenesulfonate (4h). White solid; yield
o 66.1%; mp:186-188 <T; 'H NMR (500 MHz, CDCls) & 7.97 (s, 1H), 7.69 (s, 1H), 7.56 (d, J =
@\C' 9.6 Hz, 1H), 7.08 (s, 1H), 6.88 (s, 1H), 6.37 (d, J = 9.6 Hz, 1H), 3.66 (s, 3H); 3C NMR (125
\Zmo MHz, CDCls) 6 159.95, 148.79, 147.79, 142.29, 140.50, 139.67, 134.09, 133.33, 132.81, 132.32,

131.83, 118.21, 117.65, 113.00, 110.13, 56.36; HRMS (ESI): calcd for CisHeCiz06S ([M+H]*), 436.9229, found,

436.9228.
— 6-methoxy-2-0xo-2H-chromen-7-yl-thiophene-2-sulfonate (4i).
S
0=$=0 o White solid; yield 81.2%; mp:188-189 <C; *H NMR (500 MHz, DMSO-ds) & 8.26 (d, J = 4.9 Hz,

o O
\om 1H), 8.00 (d, J = 9.6 Hz, 1H), 7.83 (d, J = 3.8 Hz, 1H), 7.45 (s, 1H), 7.34 — 7.28 (m, 1H), 7.23 (s,
1H), 6.54 (d, J = 9.6 Hz, 1H), 3.64 (s, 3H); *C NMR (125 MHz, DMSO-dg) & 160.03, 148.80, 147.40, 143.82,
139.90, 137.88, 137.14, 133.72, 128.77, 118.79, 117.41, 112.44, 111.63, 56.68; HRMS (ESI): calcd for C14H1106S;

([M+H]"), 338.9991, found, 338.9995.

6-methoxy-2-0x0-2H-chromen-7-yl-naphthalene-2-sulfonate (4j).
O White solid; yield 57.2%; mp:164-166 <C; *H NMR (500 MHz, CDCl3) & 8.42 (s, 1H), 8.04 —

0=S=0
o 0_o0
T 7.85(m, 4H), 7.65 (m, J = 24.7, 15.8, 8.5 Hz, 3H), 7.14 (s, 1H), 6.85 (s, 1H), 6.38 (d, J = 9.5 Hz,

o



1H), 3.52 (s, 3H);**C NMR (125 MHz, CDCl3) § 160.13, 149.02, 147.74, 142.49, 140.90, 135.53, 132.66, 131.73,
130.44, 129.83, 129.43, 129.36, 128.03, 127.99, 122.91, 117.81, 117.17, 112.81, 109.93, 56.14; HRMS (ESI): calcd
for C2oH1506S ([M+H]"), 383.0584, found, 383.0586.
3-(4-fluorophenyl)-6-methoxy-2-oxo-2H-chromen-7-yl-benzenesulfonat-e (5a).White solid;
T oo yield 88.4%; mp:129-130 <T; *H NMR (500 MHz, DMSO-ds) & 8.15 (s, 1H), 7.87 (dd, J =
\°F 11.2, 10.3 Hz, 3H), 7.75 (dd, J = 10.6, 3.6 Hz, 2H), 7.69 (t, J = 7.8 Hz, 2H), 7.43 (s, 1H), 7.32
(t, J = 8.8 Hz, 2H), 7.27 (s, 1H), 3.53 (s, 3H); *C NMR (125 MHz, DMSO-dg) § 162.79(d, J = 248.6 Hz), 159.86,
148.74, 146.92, 140.08, 139.84, 135.61, 135.13, 131.33(d, J = 3.16 Hz), 131.19(d, J = 9.06 Hz), 130.05, 128.80,
126.93, 119.36, 115.72(d, J =21.3 Hz), 112.17, 111.58, 56.51; HRMS (ESI): calcd for CxH1sFO6S ([M+H]),
427.0646, found, 427.0649.
3-(4-fluorophenyl)-6-methoxy-2-oxo0-2H-chromen-7-yl-4-methoxybenze-nesulfonate (5b).

White solid; yield 74.4%; mp:148-150 <T; *H NMR (500 MHz, CDCl3) § 7.81 (d, J = 7.5 Hz,

o 2H), 7.70 (s, 1H), 7.65 (dd, J = 7.1, 5.5 Hz, 2H), 7.14 — 7.06 (m, 3H), 7.00 — 6.96 (m, 3H),
\0 3.90 (s, 3H), 3.70 (s, 3H); B C NMR (125 MHz, CDCl3) § 164.40, 163.16 (d, J = 251.4
.

Hz),160.11, 149.31, 147.08, 140.74, 138.82, 130.88 (d, J = 7.8 Hz), 130.83, 130.44 (d, J = 3.5
Hz), 127.53, 126.88, 118.47, 115.53 (d, J = 21.7 Hz), 114.33, 112.22, 109.86, 56.30, 55.84; HRMS (ESI): calcd for
CasH18FO7S ([M+H]"), 457.0751, found, 457.0756.

F 3-(4-fluorophenyl)-6-methoxy-2-oxo-2H-chromen-7-yl  4-fluorobenzenes-ulfonate (5c).
ols Yellow solid; yield 84.1%; mp:155-157 <C; *H NMR (500 MHz, DMSO-ds) & 8.17 (s, 1H),
\: 7.97 (dd, J = 8.8, 5.0 Hz, 2H), 7.76 (dd, J = 8.7, 5.6 Hz, 2H), 7.53 (t, J = 8.8 Hz, 2H), 7.44 (s,

" 1H), 7.32 (dd, J = 14.5, 5.3 Hz, 3H), 3.56 (5, 3H): 23C NMR (125 MHz, DMSO-d) 5 166.18
(d, J = 260.1 Hz), 162.8 (d, J = 247.1 Hz,), 159.85, 148.62, 146.96, 140.07, 139.70, 132.26 (d, J = 10.18Hz),
131.39 (d, J = 3.2 Hz), 131.32 (d, J = 3.2 Hz), 131.19 (d, J = 8.75 Hz), 126.98, 119.46, 117.28 (d, J = 22.6 Hz),
115.72(d, J = 21.65 Hz), 112.37, 111.59, 56.51; HRMS (ESI): calcd for CooHisF206S ([M+H]*), 445.0556, found,
445.0556.

a 3-(4-fluorophenyl)-6-methoxy-2-oxo-2H-chromen-7-yl-4-chlorobenzenesu-Ifonate  (5d).
e White solid; yield 88.4%; mp:137-140 <T; *H NMR (500 MHz, CDCls) & 7.85 (d, J = 8.5 Hz,

O. 0. (o]
- 1 S 2H), 7.70 (s, 1H), 7.67 (dd, J = 8.4, 5.5 Hz, 2H), 7.54 (d, J = 8.5 Hz, 2H), 7.18 (s, 1H), 7.14 (t,

F

J = 8.6 Hz, 2H), 6.95 (s, 1H), 3.69 (s, 3H); 3C NMR (125 MHz, CDCl3) & 163.27 (d, J =



246.7 Hz), 159.97, 149.06, 147.18, 141.31, 140.39, 138.50, 134.30, 130.44 (d, J = 8.5 Hz),130.35 (d, J = 3.4 Hz)

129.98, 129.44, 128.01, 118.72, 115.62 (d, J = 21.9 Hz), 112,52, 109.75, 56.23; HRMS (ESI): calcd for

C22H1sCIFO6S ([M+H]"), 461.0256, found, 461.0258.
3-(4-fluorophenyl)-6-methoxy-2-oxo-2H-chromen-7-yl-4-bromobenzenes-ulfonate  (5e).

Br

Yellow solid; yield 63.1%; mp:142-146 <C; *H NMR (500 MHz, CDCl3) § 7.77 (d, J = 8.5 Hz,

O:§:O

o 2H), 7.74 — 7.69 (m, 3H), 7.67 (dd, J = 8.5, 5.5 Hz, 2H), 7.18 (s, 1H), 7.13 (t, J = 8.6 Hz, 2H),
2,

6.95 (s, 1H), 3.69 (s, 3H). (s, 3H); *C NMR (125 MHz, CDCls) § 163.21(d, J = 249.4 Hz),
159.97, 149.04, 147.17, 140.36, 138.51, 134.84, 132.44, 130.44 (d, J = 8.6 Hz), 130.35 (d, J = 3.5 Hz), 129.99,
129.90, 128.01, 118.73, 115.62 (d, J = 21.8 Hz), 112.52, 109.75, 56.23; HRMS (ESI): calcd for CH1sBrFOsS
([M+H]"), 506.9731, found, 506.9730.
3-(4-fluorophenyl)-6-methoxy-2-oxo0-2H-chromen-7-yl4-(trifluoromethyl)-benzenesulfon
CFs

ate (5f).

0=8=0

6 O 00 White solid; yield 78.4%; mp:156-160 <C; *H NMR (500 MHz, DMSO-ds) & 8.17 (s, 1H),
\OF 8.11 (d, J = 8.3 Hz, 2H), 8.07 (d, J = 8.4 Hz, 2H), 7.79 — 7.73 (m, 2H), 7.44 (d, J = 3.4 Hz,
2H), 7.32 (t, J = 8.8 Hz, 2H), 3.48 (s, 3H); *C NMR (125 MHz, DMSO-dg) & 162.75 (d, J = 245.2 Hz), 159.82,
148.43, 147.00, 140.00, 139.52, 139.12, 134.83 (q, J =32.4 Hz), 131.29 (d, J =3.1 Hz), 131.19 (d, J =8.4 Hz),
129.93, 127.19 (q, J =3.47 Hz), 127.09, 123.71 (q, J =274.1 Hz), 119.65,115.73 (d, J =21.4 Hz) , 112.57, 111.60,
56.33; HRMS (ESI): calcd for C23H1sF406S ([M+H]*), 495.0519, found, 495.0518.
3-(4-fluorophenyl)-6-methoxy-2-oxo-2H-chromen-7-yl-4-nitrobenzenes-ulfonate (59).
I White solid; yield 77.9%; mp:150-151 <C; *H NMR (500 MHz, DMSO-dg) & 8.46 (d, J = 8.8
oy Hz, 2H), 8.17 (d, J = 9.0 Hz, 3H), 7.75 (dd, J = 8.6, 5.6 Hz, 2H), 7.45 (d, J = 12.3 Hz, 2H),
\oF 7.32 (t, J = 8.8 Hz, 2H), 3.53 (s, 3H); 3C NMR (125 MHz, DMSO-ds) & 162.82 (d, J =245.6
Hz), 159.83, 151.57, 148.47, 147.00, 140.49, 140.01, 139.50, 131.29 (d, J =3.3 Hz), 131.20 (d,
J =8.5 Hz), 130.56, 127.13, 125.21, 119.72, 115.75 (d, J =21.6 Hz), 112.47, 111.74, 56.50; HRMS (ESI): calcd for
C22H1sFNOsS ([M+H]™), 472.0496, found, 472.0496.
o L 3-(4-fluorophenyl)-6-methoxy-2-oxo-2H-chromen-7-yl-2,4,5-trichlorobe-nzenesulfonate
omteo “ (5h).
o 0.0

\O White solid; yield 68.7%; mp:197-199 <T; *H NMR (500 MHz, CDCls) & 8.05 (s, 1H), 7.76

(s, 1H), 7.71 (s, 1H), 7.67 (dd, J = 8.6, 5.4 Hz, 2H), 7.17 (s, 1H), 7.13 (t, J = 8.6 Hz, 2H),



7.00 (s, 1H), 3.74 (s, 3H); *C NMR (125 MHz, CDCl3) § 163.25 (d, J =250.4 Hz), 159.87, 148.95, 147.15, 140.24,
139.69, 138.42, 134.07, 133.35, 132.83, 132.33, 131.83, 130.45 (d, J =8.5 Hz), 130.28 (d, J =3.5 Hz), 128.18,
118.99, 115.62 (d, J =21.4 Hz), 112.58, 110.04, 56.38; HRMS (ESI): calcd for C22H13CisFOsS ([M+H]"), 530.9448,
found, 530.9448.

9" 3-(4-fluorophenyl)-6-methoxy-2-oxo-2H-chromen-7-yl-thiophene-2-sulfonate  (5i). White

o O 0.0 solid; yield 76.1%; mp:135-136 <C; *H NMR (500 MHz, DMSO-ds) & 8.25 (d, J = 4.9 Hz, 1H),
\OF 8.17 (s, 1H), 7.82 (d, J = 3.7 Hz, 1H), 7.79 — 7.72 (m, 2H), 7.48 (s, 1H), 7.31 (dd, J = 19.6, 11.0
Hz, 4H), 3.63 (s, 3H); *C NMR (125 MHz, DMSO-ds) & 162.71 (d, J =246.5 Hz), 159.87, 148.93, 146.89, 140.07,
139.78, 137.98, 137.21, 133.67, 131.26 (d, J =3.3 Hz), 131.21 (d, J =8.7 Hz), 128.84, 127.04, 119.51, 115.72 (d, J
=21.7 Hz), 112.14, 111.60, 56.70; HRMS (ESI): calcd for C20H14FOsS2 ([M+H]*), 433.0210, found, 433.0212.

3-(4-fluorophenyl)-6-methoxy-2-oxo0-2H-chromen-7-ylnaphthalene-2-sulfonate (5j). White

‘O solid; yield 78.8%; mp:140-142 <C; *H NMR (500 MHz, CDCl3) & 8.45 (s, 1H), 8.01 (d, J =
oo 8.7 Hz, 1H), 7.96 (d, J = 8.4 Hz, 2H), 7.91 (d, J = 8.7 Hz, 1H), 7.73 - 7.70 (m, 1H), 7.69 — 7.62
\OF (m, 4H), 7.13 (dd, J = 17.4, 8.8 Hz, 3H), 6.90 (s, 1H), 3.58 (s, 3H); *C NMR (125 MHz,
CDCl3) 6 163.19 (d, J =250.7 Hz), 160.06, 149.27, 147.17, 140.75, 135.56, 132.68, 131.76, 130.48 (d, J =7.05
Hz),130.44, 130.41,130.38, 129.83, 129.49, 129.41, 128.00, 128.06, 127.80, 122.95, 118.55, 115.59 (d, J =21.2 Hz),
112.46, 109.70, 56.19; HRMS (ESI): calcd for C2sH1sFOsS ([M+H]™), 477.0802, found, 477.0800.

<> 3-acetyl-6-methoxy-2-oxo0-2H-chromen-7-yl-4 chlorobenzenesulfonate (6d).

White solid; yield 66.2 %; mp:130-133 <T; 1 H NMR (500 MHz, CDCls) § 8.35 (s, 1H), 7.75 (d,

o-»

0. _0O

- D[;;( J=8.5Hz, 2H), 7.47 (d, J = 8.5 Hz, 2H), 7.40 (s, 1H), 6.73 (s, 1H), 3.63 (s, 3H), 2.62 (s, 3H);
13C NMR (125 MHz, CDClz) § 194.93, 158.94, 157.11, 155.85, 146.93, 141.36, 135.48, 134.12,
129.99, 129.42, 124.51, 122.03, 111.21, 100.54, 56.48, 30.52; HRMS (ESI): calcd for C1sH14CIO;S ([M+H]"),
409.0143, found, 409.0148.
c 3-acetyl-6-methoxy-2-oxo0-2H-chromen-7-yl-2,4,5-trichlorobenzenesulfona-te (6h). White
’ solid; yield 78.3 %; mp:124-128 <T; ' H NMR (500 MHz, CDCls) & 8.35 (s, 1H), 7.98 (s, 1H),
° 00 7.69 (s, 1H), 7.39 (s, 1H), 6.78 (s, 1H), 3.71 (s, 3H), 2.63 (s, 3H); ¥ C NMR (125 MHz, CDCl5)
©  $ 194.89, 158.87, 156.97, 155.97, 146.84, 139.74, 135.47, 133.97, 133.31, 132.82, 132.37,
131.89, 124.53, 122.16, 111.28, 100.74, 56.58, 30.52; HRMS (ESI): calcd for C1gH12C1307S ([M+H]*), 478.9335,

found, 478.9334.



@ 3-((4-bromophenyl)carbamoyl)-6-methoxy-2-oxo-2H-chromen-7-yl-  benzenesulfonate
T oo H (7a). Yellow solid; yield 66.2 %; mp:200-203 <T; H NMR (500 MHz, DMSO-de) 5 10.75
\O%N\@Br (s, 1H), 8.86 (s, 1H), 7.98 — 7.89 (m, 3H), 7.77 (d, J = 2.26 Hz, 2H), 7.76 (d, J = 2.33 Hz,
2H), 7.74 (s, 1H), 7.63 (d, J = 8.8 Hz, 2H), 7.48 (s, 1H), 3.60 (s, 3H); *C NMR (125 MHz, DMSO-dg) & 160.45,
165.38, 149.20, 148.14, 146.95, 141.74, 137.69, 135.73, 135.06, 132.31, 130.12, 128.78, 122.42, 120.81, 118.36,
116.56, 112.99, 112.58, 56.70; HRMS (ESI): calcd for C23H16BrNO7SNa ([M+Na]*), 531.9884, found, 531.9882.

o 3-((4-bromophenyl)carbamoyl)-6-methoxy-2-oxo-2H-chromen-7-yl-4-chlorobenzenesu
Ifonate (7d). Yellow solid; yield 65.1 %; mp:220-225<C; * H NMR (500 MHz, DMSO-ds) &
Oﬁf/ﬁ;h‘ 10.82 (s, 1H), 8.91 (s, 1H), 7.88 — 7.85 (m, 2H), 7.65 — 7.63 (m, 2H), 7.57 — 7.54 (m, 2H),
’ ° QB, 7.51 — 7.48 (m, 2H), 7.34 (s, 1H), 7.10 (s, 1H), 3.72 (s, 3H); * C NMR (125 MHz,
DMSO-dg) & 160.40, 149.07, 148.21, 146.95, 141.55, 140.80, 137.72, 133.91, 132.32, 130.76, 130.28, 129.14,
122.42, 120.90, 118.53, 116.56, 113.09, 112.80, 56.37; HRMS (ESI): calcd for CsHisBrCINO;SNa ([M+Na]*),

587.9312, found, 587.9312.
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Table S1. Acaricidal activities (LCso, mg/mL, 72 h), AChE inhibitions (ICso, ng/mL) of title compounds and their
physicochemical properties
LCso

Compd. (95% Cl) SlopetSE X2 ICsovalues MW? clogP2 TPSA®
4 (0_05%%%‘. s5) 0230080 0213 105982187 1922 135 5576
4a (0.255.0.861) 0624021 0625 143312914 3330 247  78.90
4b 0055e0a7) 01240060 1916 1102241132 3631 270 8813
4c (01950 519) 0.7540.16 0855 12691429.39 3510 262  78.90
ad (0.2059.066) 0.7540.22 2466 81574235 3670 319 789
4e (0.35% 2188) 0.6740.16 2645 1411541441 4130 334  78.90
af (0.215:0.630) 053014 1644 1680142807 4010 336  78.90
4g O10i0%ys 04940000 0955 133104844 3780 222 13071
4h (0,395 2025) 0.6040.33 3122 183581126 4369 420  78.90
4i (0,261 0873) 071025 0659 146.02+17.18 3390 215  78.90
4j (00Sbat7g) 0424013 0213 5675210 3831 365  78.90
5 (006in 0y 0374015 0315 9300561 2861 359 5576

0.0570

5a (0.0489-0.0923) 0.75#.19  2.448 40.6044.16 427.1 4.71 78.90

5b (0.1 0.687) 0504013 0525 153431544 4571 494  88.13
5¢ (00vesehay) 0824042 1222 855241120 4451 486 78.90
5d (00vbodsy) 0474026 0316 68861832 4610 543 7890
5e (00Se01) 081038 0415 7L12+410 5090 558 78.90
5f (006540162 0574017 0266 1196441570 4951 560  78.90
5 0o %0g) 0594012 0919 1231832477 4720 446 13071
5h (0_024%?891 45) 066022 0626 1048341543 5309 643 7890
5i (005509004 0594024 0318 110461782 4330 439 78.90
5§ (00Ua0) 061016 0615 54834639 4771 589  78.90
6 (00Ses) 0584028 0429 9250+684 2432 084 7283
6d (00s5a0062) 054014 0327 145004120 4090 365 9597
6h (00TEr b6 0674033 0518 131154752 4789 265 9597
7 (000 e 0684014 1216  7688#150 3902 282 8486
7a (00sbroqgr) 063016 0589 117404708 5320 422 10800
7d 0.0890 0.6840.22 0978 98174761  587.9 493  108.00

(0.0645-0.133)

0.0150
Cyetpyrafen (0.0126-0.0384) 0.49#.19 0.325 14.06#10.20  393.2 5.15 65.69

2These values were extracted from ChemBioDraw Ultral2.0; MW: molecular weight; clog P: partition coefficient;
TPSA: topological polar surface area.
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Table S2. Lethal activities of title compounds to Artemia (LCso, mg/mL)

6h 12h

weme (95%01)  SlopessE (95% &1) SlopeSE x?
4 (Ooliooser) O8I 0992 gogeropgy) 1294015 2923
fa (0028400773) L1426 2195 (o030 00 1043022 1.832
ab (0.0203;(2?3% ge0) 108014 0771 (0.01%3_153328) 1.2940.26 2215
e (00s9L0141) 19522 2555 (goaigogy) 0280020 1342
4 Oo2210045) 130916 1958 (gonoagoper) 13640050 2391
e Oo7lanasy 162033 2955 (gocrigiey 159010 8615
af 00620173 201036 2061 (2070 145401 0.416
49 003PL o066  L72#012 4324 a0 2263024 1.747
4h 0020243 LETH23 15T el 14330080 2148
4 00451.0120) 1324014 0956 (o0 Tless 1394023 3.214
4 ©0005is00345) o 025 ogiigopry 137015 1763
5 (0036 00ay 102011 1468 o2d% 0 1343013 3.411
%8 (Oosbaoise) 1864012 1722 (oioTores 198425 5715
5b (005610157 155013 1471 o adELe 1654027 7.428
5¢ 0ot 14022 2805 (00 1a0a017 165
5d (003750139 098015 1589 3Bl 0 13330090 2314
Se OosbTo179) 192022 0860 o) 1.6520.12 0.636
5¢ (0_023017_%_5118) 1344013 1533 (0_02%9_3(?8685) 0.8940.16  0.0690
5 0000 1016 1217 O0E g0 17
>h (00510195 1663018 0134 (oupiogy  LTI#022 3085
! OooiLotel) 194019 2018 (ggsgsorgy 17005 5344
J (00534 0114) 199036 2455 ol 133012 2.625
° Oos2700076) L0212 123 (403505, 0884009 1669
6d (0024400823 0802022 0102 0B 088016 1388
6h 0030n00re 104036 130 o 2R 0 0993024 2156
7 oosiaorry U 218 g oathoses — L10#0040 1271
7a (0_024%%?139) 0.6510.11  1.587 (0_01%g_303fg519) 0.950.15 0.652
7d 0000ty 166032 2014 o000 o 2983036 5.325
Cyetpyrafen 0.0117 2054039  3.791 0.00613 1.2440.20 2.156

(0.00935-0.0141)

(0.00508-0.00727)
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Table S3. The molecular docking scores of compound 4j and the acetylcholinesterase

Grid Score Grid_vdw? Grid_es® Internal energy .
Name | Pose | cal/mol) (kcal/mol) (kcalimol) | repulsive (kcal/mol) | C1Uster Size
4j 1 -64.654701 -60.91954 -3.735158 4.798172 4
4j 2 -64.482681 -62.427189 -2.055494 6.316545 2
4j 3 -64.171875 -64.39386 0.221982 6.168889 3
avdw: van der Waals interaction. P es: electrostatic interaction.
Table S4. The molecular docking scores of compound 5a and the acetylcholinesterase
Grid Score Grid_vdw? Grid_es® Internal energy .
Name | Pose | cal/mol) (kcal/mol) (kcalimol) | repulsive (kcal/mol) | C1Uster Size
5a 1 -65.409058 -64.687553 -0.721504 5.695736 8
5a 2 -63.488708 -57.522991 -5.965718 11.793267 1
avdw: van der Waals interaction. P es: electrostatic interaction.
Table S5. The molecular docking scores of compound 5j and the acetylcholinesterase
Grid Score Grid_vdw? Grid_es” Internal energy .
Name | Pose | cal/mol) (kcal/mol) (kcal/mol) | repulsive (kcal/mol) | C1USter Size
5j 1 -72.95015 -72.541328 -0.40882 8.8318 5
5j 2 -69.114731 -68.981514 -0.133219 8.012092 3
5j 3 -67.184402 -64.211487 -2.972916 11.853454 1

aydw: van der Waals interaction. P es: electrostatic interaction.

46




