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Table S1. Theoretically estimated partition coefficient calculated by set of alternative methods for
anilides 1-20.

No. logP* miLogP® ClogP: ClogP! ClogPe ClogPf ClogPs MlogP" AlogP! ClogPi ClogP< ClogP' ClogP™ ClogP»

1 3.12 3.47 3.14 3.20 3.66 3.57 3.73 3.08 3.29 3.08 3.61 3.18 3.71 3.18
2 3.35 3.81 3.44 3.61 3.27 4.00 4.22 3.70 4.46 2.56 3.48 3.66 4.14 3.44
3 3.34 3.81 3.44 3.61 4.33 4.00 5.01 3.70 4.46 3.68 3.48 3.66 4.00 3.45
4 4.75 4.75 4.35 4.23 4.59 4.78 5.24 4.41 4.31 3.81 4.26 4.3 5.14 4.6

5 5.36 5.36 4.95 4.75 5.21 5.38 5.96 5.08 4.82 4.45 5.07 4.86 5.73 55

6 533 5.36 4.95 4.75 5.94 5.38 6.30 5.08 4.82 5.02 5.84 4.86 5.61 5.51
7 4.71 5.01 4.57 4.78 4.86 5.11 5.54 4.58 4.55 4.30 4.57 4.84 5.44 4.8

8 4.15 4.24 3.84 3.85 4.27 4.32 4.56 3.95 4.19 3.37 3.99 3.9 4.57 4.04
9 4.21 4.37 3.96 4.13 5.02 4.48 5.30 4.04 4.31 4.17 3.97 4.17 4.72 4.14
10 4.06 4.45 4.08 4.22 5.23 4.59 5.25 4.23 4.55 4.25 4.17 4.26 4.74 4.23
11 4.64 4.88 4.47 4.51 5.45 4.94 5.72 4.49 443 4.62 4.95 4.57 5.15 4.88
12 461 4.88 4.47 4.51 4.71 4.94 5.36 4.49 443 4.05 4.50 4.57 5.29 4.75
13 451 5.10 471 4.87 5.01 5.22 5.52 477 4.78 4.37 4.76 4.93 5.46 49

14 401 4.45 4.08 4.22 3.78 4.59 5.21 4.23 4.55 3.68 3.54 4.26 4.74 3.8

15 4.50 497 4.59 4.60 4.35 5.05 6.11 4.69 4.67 4.13 4.06 4.66 5.31 4.84
16 445 5.10 4.71 4.87 4.50 5.22 5.78 4.77 4.78 4.37 4.13 4.93 5.46 4.86
17 3.76 4.25 3.06 2.10 3.55 4.39 5.48 3.92 4.10 4.02 3.27 4.25 4.34 4.16
18 4.10 4.25 3.06 2.10 4.99 4.39 5.60 3.92 4.10 4.58 4.39 4.25 4.34 4.27
19 516 5.84 5.43 5.66 5.08 5.99 5.45 5.52 5.39 4.70 5.45 5.76 6.32 5.32
20 522 5.71 5.29 5.44 4.74 5.85 6.35 5.45 5.17 4.58 5.29 5.55 6.16 5.67

2 clogPS, ® Molinspirations, < OSIRIS property explorer, ¢ HyperChem 7.0, ¢ Sybyl-X, f Marvin Sketch
(ChemAxon) 15, & ChemSketch 2015, " Dragon 6.0, ' Dragon 6.0, | Kowwin, ¥ XlogP3, ! ChemDraw, ™
ChemBioDraw, " ACD/Percepta.



Table S2. Theoretically estimated pKa calculated by ACD/Percepta/pKa for anilides 1-20.

No. pKa pKab

1 1398 042

2 1079 0.04

3 1138 -0.95
4 1217 -1.12
5 1150 -1.92
6 1176 -1.80
7 1217 -1.32
8§ 1222 -0.62
9 1232 -1.13
10 1247 244
11 1243 -1.20
12 1217  -1.12
13 1250 -143
14 1219 -1.52
15 1234 -2.24
16 1234 -244
17 1200 -5.76
18 1222  -4.65
19 1140 -3.54
20 1042  -2.12

aacid, b base
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Figure S1. ®*C-NMR (DMSO-ds) spectrum of (2E)-3-phenyl-N-(2,4,6-trifluorophenyl)prop-2-enamide (2).
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Figure S2. HR-MS record of (2E)-3-phenyl-N-(2,4,6-trifluorophenyl)prop-2-enamide (2).
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Figure S3. 3C-NMR (DMSO-ds) spectrum of (2E)-3-phenyl-N-(3,4,5-trifluorophenyl)prop-2-enamide (3).
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Figure S4. HR-MS record of (2E)-3-phenyl-N-(3,4,5-trifluorophenyl)prop-2-enamide (3).
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Figure S5. ®3C-NMR (DMSO-ds) spectrum of (2E)-N-(2,4-dichlorophenyl)-3-phenylprop-2-enamide (4).
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Figure S6. HR-MS record of (2E)-N-(2,4-dichlorophenyl)-3-phenylprop-2-enamide (4).



0.25
0.20
> ]
‘w 0.15
54 ]
£ ]
5 ]
S ]
R
5 0.10
P 4
0.05

175 170 165 160 155 150 145 140 135 130 125 120 115 110 105

Chemical Shift (ppm)
Figure S7. BC-NMR (DMSO-ds) spectrum of (2E)-3-phenyl-N-(2,4,5-trichlorophenyl)prop-2-enamide (5).
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Figure S8. HR-MS record of (2E)-3-phenyl-N-(2,4,5-trichlorophenyl)prop-2-enamide (5).
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Figure S9. 3C-NMR (DMSO-ds) spectrum of (2E)-3-phenyl-N-(3,4,5-trichlorophenyl)prop-2-enamide (6).
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Figure $10. HR-MS record of (2E)-3-phenyl-N-(3,4,5-trichlorophenyl)prop-2-enamide (6).
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Figure S11. ®*C-NMR (DMSO-ds) spectrum of (2E)-N-(2,4-dibromophenyl)-3-phenylprop-2-enamide (7).
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Figure S12. HR-MS record of (2E)-N-(2,4-dibromophenyl)-3-phenylprop-2-enamide (7).
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Figure S13. 3C-NMR (DMSO-ds) spectrum of (2E)-N-(5-chloro-2-fluorophenyl)-3-phenylprop-2-enamide (8).
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Figure S14. HR-MS record of (2E)-N-(5-chloro-2-fluorophenyl)-3-phenylprop-2-enamide (8).
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Figure S15. 3C-NMR (DMSO-ds) spectrum of (2E)-N-(4-bromo-3-fluorophenyl)-3-phenylprop-2-enamide (9).
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Figure S16. HR-MS record of (2E)-N-(4-bromo-3-fluorophenyl)-3-phenylprop-2-enamide (9).
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Figure S17. ®*C-NMR (DMSO-ds) spectrum of (2E)-N-[3-fluoro-4-(trifluoromethyl)phenyl]-3-phenylprop-2-enamide (10).
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Figure S18. HR-MS record of (2E)-N-[3-fluoro-4-(trifluoromethyl)phenyl]-3-phenylprop-2-enamide (10).
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Figure 519. ®*C-NMR (DMSO-ds) spectrum of (2E)-N-(4-bromo-3-chlorophenyl)-3-phenylprop-2-enamide (11).
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Figure 520. HR-MS record of (2E)-N-(4-bromo-3-chlorophenyl)-3-phenylprop-2-enamide (11).
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Figure S21. ®*C-NMR (DMSO-ds) spectrum of (2E)-N-(2-bromo-4-chlorophenyl)-3-phenylprop-2-enamide (12).
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Figure S22. HR-MS record of (2E)-N-(2-bromo-4-chlorophenyl)-3-phenylprop-2-enamide (12).
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Figure 523. ®*C-NMR (DMSO-ds) spectrum of (2E)-N-[2-bromo-5-(trifluoromethyl)phenyl]-3-phenylprop-2-
enamide (13).
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Figure S24. HR-MS record of (2E)-N-[2-bromo-5-(trifluoromethyl)phenyl]-3-phenylprop-2-enamide (13).
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Figure S25. *C-NMR (DMSO-ds) spectrum of (2E)-N-[4-fluoro-2-(trifluoromethyl)phenyl]-3-phenylprop-2-
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Figure S26. HR-MS record of (2E)-N-[4-fluoro-2-(trifluoromethyl)phenyl]-3-phenylprop-2-enamide (14).
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Figure S27. 3C-NMR (DMSO-ds) spectrum of (2E)-N-[4-chloro-2-(trifluoromethyl)phenyl]-3-phenylprop-2-

enamide (15).
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Figure 528. HR-MS record of (2E)-N-[4-chloro-2-(trifluoromethyl)phenyl]-3-phenylprop-2-enamide (15).
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Figure S529. ®*C-NMR (DMSO-ds) spectrum of (2E)-N-[4-bromo-2-(trifluoromethyl)phenyl]-3-phenylprop-2-
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Figure S30. HR-MS record of (2E)-N-[4-bromo-2-(trifluoromethyl)phenyl]-3-phenylprop-2-enamide (16).
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Figure S31. 3C-NMR (DMSO-ds) spectrum of (2E)-N-[4-nitro-2-(trifluoromethyl)phenyl]-3-phenylprop-2-enamide
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Figure S32.

HR-MS record of (2E)-N-[4-nitro-2-(trifluoromethyl)phenyl]-3-phenylprop-2-enamide (17).
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Figure S33. 3C-NMR (DMSO-ds) spectrum of (2E)-N-[4-nitro-3-(trifluoromethyl)phenyl]-3-phenylprop-2-enamide
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Figure S34. HR-MS record of (2E)-N-[4-nitro-3-(trifluoromethyl)phenyl]-3-phenylprop-2-enamide (18).
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Figure S35. ®*C-NMR (DMSO-ds) spectrum of (2E)-N-[2,6-dibromo-4-(trifluoromethyl)phenyl]-3-phenylprop-2-
enamide (19).
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Figure S36. HR-MS record of (2E)-N-[2,6-dibromo-4-(trifluoromethyl)phenyl]-3-phenylprop-2-enamide (19).
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Figure S37. 3C-NMR (DMSO-ds) spectrum of (2E)-N-(2,6-dibromo-3-chloro-4-fluorophenyl)-3-phenylprop-2-
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Figure S38. HR-MS record of (2E)-N-(2,6-dibromo-3-chloro-4-fluorophenyl)-3-phenylprop-2-enamide (20).
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