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Table S1

The impact of synthetic compounds on SH-SYS5Y cytotoxicity

Viabilities of SH-SYS5Y Cells

Compd.
80(uM) 20(uM) S(uM)
9a 109.1+£5.61 104.6+4.71 93.05+8.58
9b 84.20+5.85 109.7£2.65 113.2+3.52
9¢ 111.6£8.11 130.7+£19.42 85.87+10.59
9d 109.8+6.67 115.7£3.96 106.8+5.66
9¢ 120.4+4.13 108.3+2.33 114.5+£2.77
of 91.23+£3.47 120.3£5.16 92.88+3.81
9¢g 101.1+£0.94 97.02+0.68 107.6+£2.64
%h 95.36+0.64 106.5+1.23 115.2+1.18
9i 103.7+0.93 81.51+5.06 91.87+£2.93
9j 100.3+£1.47 107.9£1.08 109.7+1.05
9k 105.6+1.01 99.27+1.33 117.9+1.74
91 112.5+1.52 114.3£1.03 93.57+6.01
9m 98.77+2.21 101.4+2.64 117.3+£7.96
9n 113.1+6.19 107.7+£8.49 98.65+1.11
9 107.7+5.38 113.4+6.76 113.5+6.58
9 117.9+4.23 112.6+3.85 114.3+5.58
9q 103.1+1.56 107.6+1.01 106.5+2.95
Or 114.1+£7.61 119.3+8.86 95.25+4.85
9s 101.8+0.69 101.1+0.74 109.3+£3.66

TH, 3C, F NMR spectra and HR-MS (ESI) of compounds

1-(3,5-dimethoxyphenyl)-4-(4-methoxybenzoyl)piperazine-2,5-dione (9a)
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X1#73 RT:0.32 AV:1 NL: 104E9
T: FTMS + p ESI Full ms [100.0000-1500.0000]
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1-(3,5-dimethoxyphenyl)-4-(4-methylbenzoyl)piperazine-2,5-dione (9b)
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X2 #47 RT:0.21 AV:1 NL:9.11E8
T: FTMS + p ESI Full ms [100.0000-1500.0000]
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1-(4-methylbenzoyl)-4-(3,4-methylenedioxyphenyl)piperazine-2,5-dione (9c)
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X21#39 RT:0.17 AV:1 NL:1.79E9
T: FTMS + p ESI Full ms [100.0000-1500.0000]
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X22#39 RT:0.17 AV:1 NL: 4.52E9
T: FTMS + p ESI Full ms [100.0000-1500.0000]
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1-(3-methoxyphenyl)-4-(4-methylbenzoyl)piperazine-2,5-dione (9e)
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T: FTMS + p ESI Full ms [100.0000-1500.0000]
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X3#37 RT:0.16 AV:1 NL:1.40E9
T: FTMS + p ESI Full ms [100.0000-1500.0000]
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X4#76 RT:0.34 AV:1 NL:1.22E9
T: FTMS + p ESI Full ms [100.0000-1500.0000]
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X5#66 RT:0.29 AV:1 NL:1.54E9
T: FTMS + p ESI Full ms [100.0000-1500.0000]
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X7#24 RT.0.10 AV:1 NL:1.70E9
T: FTMS + p ESI Full ms [100.0000-1500.0000]

315.09421
C1H1s Os N2 Na=315.09514
-2.96742 ppm
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X8_210901112554 #6 RT: 0.03 AV:1 NL: 2.25E8
T: FTMS + p ESI Full ms [200.0000-3000.0000]
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1-(3,5-dimethoxyphenyl)-4-propionylpiperazine-2,5-dione (9m)
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X9#42 RT:0.18 AV:1 NL: 2.74E9
T: FTMS + p ESI Full ms [100.0000-1500.0000]
329.10980
Ci5H1g Os N2 Na=329.11079
-3.00992 ppm

bZQ{
{ Y

307.12772
Ci15H19 O5 N2 =307.12885
-3.68611 ppm
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1-(3,5-dimethoxyphenyl)-4-butyrylpiperazine-2,5-dione (9n)
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X10#40 RT: 0.18 AV:1 NL: 1.85E9
T: FTMS + p ESI Full ms [100.0000-1500.0000]
343.12558
C16H2005 N2 Na=343.12644
-2.51531 ppm

X

321.14340
Ci16H21 05 N2 =321.14450
-3.41321 ppm
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1-(3,5-difluorobenzoyl)-4-(3,5-dimethoxyphenyl)piperazine-2, 5-dione (90)
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X14 #67 RT: 0.30 AV:1 NL: 6.70E8
T: FTMS + p ESI Full ms [100.0000-1500.0000]
413.09103
C19H16 05 N2 F2 Na=413.09195
-2.21560 ppm
E
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C19H17 05 N2 F2=391.11000
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1-(3,5-dimethoxyphenyl)-4-pivaloylpiperazine-2,5-dione (9p)
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X15 #40-41 RT: 0.18-0.18 AV: 2 NL: 1.95E9
T: FTMS + p ESI Full ms [100.0000-1500.0000]

357.14112
C17H2205 N2 Na=357.14209
-2.73829 ppm
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C17H23 05 N2=335.16015
-3.50387 ppm
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1-(3,5-dimethoxyphenyl)-4-(cyclopropanecarbonyl)piperazine-2,5-dione (9q)
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X16 #38 RT: 0.17 AV:1 NL: 1.83E9
T: FTMS + p ESI Full ms [100.0000-1500.0000]
341.10986
C1sH1s Os N2 Na=341.11079
-2.72510 ppm

ohd

319.12762
Ci16H19 05 N2=319.12885
-3.83439 ppm
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X18#117 RT: 052 AV:1 NL: 1.26E9

T: FTMS + p ESI Full ms [100.0000-1500.0000]

397.17230
C20H26 05 N2 Na=397.17339
-2.74650 ppm
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X20#46 RT. 0.20 AV:1 NL: 1.92E9
T: FTMS + p ESI Full ms [100.0000-1500.0000]
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