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(2E,4E)-1-(benzo[d][1,3]dioxol-5-yl)-5-(4-nitrophenyl)penta-2,4-dien-1-one (CD1): 1H NMR (500 
MHz, CDCl3) δ: 8.23 (d, J = 8.8 Hz, 1H), 7.65 – 7.36 (m, 5H), 7.43 (d, J = 1.7 Hz, 1H), 7.43 (d, J = 
1.7 Hz, 1H), 7.14 (dd, J = 18.9, 12.7 Hz, 1H), 7.03 (d, J = 15.6 Hz, 1H), 6.87 (dd, J = 22.9, 8.1 Hz, 
1H), 6.06 (d, J = 13.8 Hz, 2H). 13C NMR 500 MHz, CDCl3) δ: 187.85 (s), 151.95 (s), 148.42 (s), 
147.61 (s), 142.61 (s), 138.17 (s), 132.66 (s), 131.15 (s), 127.63 (s), 124.76 (s), 124.21 (s), 108.34 (s), 
107.98 (s), 107.82 (s), 101.90. Molecular Formula C18H13NO5 (ESI) Calculated= 323.2995, Observed= 
323.2998. 
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(2E,4E)-1-(benzo[d][1,3]dioxol-5-yl)-5-(4-bromophenyl)penta-2,4-dien-1-one (CD2): 1H NMR 
(500 MHz, CDCl3) δ: 7.59 (dd, J = 8.2, 1.7 Hz, 2H), 7.57 – 7.52 (m, 2H), 7.50 (d, J = 8.7 Hz, 5H), 
7.36 (d, J = 8.5 Hz, 3H), 7.07 (d, J = 14.8 Hz, 3H), 7.00 – 6.93 (m, 2H), 6.89 (t, J = 8.9 Hz, 2H), 6.06 
(s, 3H). 13C NMR (500 MHz, CDCl3) δ: 188.31 (s), 160.56 (s), 151.48 (s), 148.22 (s), 144.87 (s), 
141.48 (s), 133.21 (s), 129.03 (s), 128.78 (s), 124.92 (s), 124.41 (s), 123.96 (s), 114.34 (s), 108.37 
(s), 107.88 (s), 101.80 (s). Molecular Formula C18H13BrO3 (ESI) Calculated= 357.1980, Observed= 
357.1998. 
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(2E,4E)-1-(benzo[d][1,3]dioxol-5-yl)-5-(4-methoxyphenyl)penta-2,4-dien-1-one (CD3): 1H NMR 
(500 MHz, CDCl3) :δ 7.58 (dd, J = 14.3, 11.2 Hz, 2H), 7.47 (dd, J = 23.7, 5.2 Hz, 3H), 6.98 (dd, J = 
19.4, 15.2 Hz, 2H), 6.89 (dd, J = 12.7, 8.5 Hz, 4H), 6.05 (s, 2H), 3.84 (s, 3H). 13C NMR (500 MHz, 
CDCl3) δ: 188.31 (s), 160.56 (s), 151.48 (s), 148.22 (s), 144.87 (s), 141.48 (s), 133.21 (s), 129.03 (s), 
128.78 (s), 124.92 (s), 124.41 (s), 123.96 (s), 114.34 (s), 108.37 (s), 107.88 (s), 101.80 (s), 55.37 (s). 
Molecular Formula C19H16NO4 (ESI) Calculated= 308.3279, Observed= 308.3298 
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(2E,4E)-1-(benzofuran-2-yl)-5-(4-nitrophenyl)penta-2,4-dien-1-one (CD5): 1H NMR (500 MHz, 
CDCl3) δ: 8.23 (d, J = 8.8 Hz, 2H), 7.73 (d, J = 7.9 Hz, 1H), 7.71 – 7.67 (m, 1H), 7.61 (t, J = 6.4 Hz, 
3H), 7.55 – 7.48 (m, 2H), 7.33 (t, J = 7.6 Hz, 1H), 7.28 – 7.22 (m, 1H), 7.17 (dd, J = 15.6, 10.9 Hz, 
1H), 7.07 (d, J = 15.6 Hz, 1H). 13C NMR (500 MHz, CDCl3) δ: 179.45 (s), 155.84 (s), 153.54 (s), 
147.73 (s), 142.93 (s), 142.21 (s), 139.23 (s), 130.84 (s), 128.48 (s), 127.77 (s), 127.16 (d, J = 17.0 
Hz), 124.15 (d, J = 16.9 Hz), 123.35 (s), 113.44 (s), 112.47 (s). Molecular Formula C19H13NO4 (ESI) 
Calculated= 319.3108, Observed= 319.3199 
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(2E,4E)-1-(benzofuran-2-yl)-5-(4-bromophenyl)penta-2,4-dien-1-one (CD6): 1H NMR (500 MHz, 
CDCl3) δ: 7.76 – 7.66 (m, 2H), 7.64 – 7.57 (m, 2H), 7.54 – 7.45 (m, 3H), 7.37 (d, J = 8.5 Hz, 2H), 
7.40 – 7.29 (m, 3H), 7.33 (dd, J = 11.5, 4.4 Hz, 1H), 7.16 (d, J = 15.0 Hz, 1H), 7.08 – 6.95 (m, 2H). 
13C NMR (500 MHz, CDCl3) δ: 179.72 (s), 155.79 (s), 153.76 (s), 144.12 (s), 141.18 (s), 134.97 (s), 
132.10 (s), 128.74 (s), 128.23 (s), 127.35 (d, J = 12.3 Hz), 125.17 (s), 123.95 (s), 123.45 (s), 123.25 
(s), 113.02 (s), 112.46 (s). Molecular Formula C19H13BrO2 (ESI) Calculated= 353.2093, Observed= 
353.2198. 
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(2E,4E)-1-(benzofuran-2-yl)-5-(4-methoxyphenyl)penta-2,4-dien-1-one (CD7): 1H NMR (500 MHz, 
CDCl3) δ: 7.76 – 7.69 (m, 2H), 7.59 (dd, J = 18.3, 5.0 Hz, 2H), 7.47 (t, J = 8.3 Hz, 3H), 7.31 (t, J = 
7.5 Hz, 1H), 7.10 (d, J = 14.9 Hz, 1H), 7.03 (d, J = 15.5 Hz, 1H), 6.93 (dd, J = 16.7, 10.0 Hz, 3H), 
3.84 (s, 3H). 13C NMR (500 MHz, CDCl3) δ: 179.84 (s), 160.79 (s), 155.73 (s), 153.99 (s), 145.24 
(s), 142.72 (s), 128.95 (d, J = 11.1 Hz), 128.02 (s), 127.37 (s), 124.70 (s), 123.85 (s), 123.49 (s), 
123.17 (s), 114.40 (s), 112.63 (s), 112.43 (s), 55.39 (s). Molecular Formula C20H16O3 (ESI) 
Calculated= 304.3392, Observed= 304.3499. 
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(2E,4E)-1-(benzofuran-2-yl)-5-(4-fluorophenyl)penta-2,4-dien-1-one (CD8): 1H NMR (500 MHz, 
CDCl3) δ: 7.75 – 7.68 (m, 2H), 7.63 – 7.57 (m, 2H), 7.49 (dd, J = 7.9, 4.4 Hz, 3H), 7.32 (t, J = 7.5 
Hz, 1H), 7.14 (d, J = 15.0 Hz, 1H), 7.07 (dd, J = 16.8, 8.2 Hz, 2H), 7.02 – 6.92 (m, 2H). 13C NMR 
(500 MHz, CDCl3) δ: 179.77 (s), 164.34 (s), 162.35 (s), 155.77 (s), 153.80 (s), 144.42 (s), 141.36 
(s), 132.32 (d, J = 3.3 Hz), 129.12 (d, J = 8.6 Hz), 128.18 (s), 127.32 (s), 126.52 (d, J = 2.2 Hz), 
124.67 (s), 123.93 (s), 123.24 (s), 116.10 (s), 115.93 (s), 112.93 (s), 112.45 (s). Molecular Formula 
C19H13FO2 (ESI) Calculated= 292.3037, Observed= 292.3098 
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(2E,4E)-5-(4-fluorophenyl)-1-(1H-indol-3-yl)penta-2,4-dien-1-one (CD9): 1H NMR (500 MHz, 
CDCl3) δ: 8.79 (s, 1H), 8.44 – 8.35 (m, 1H), 7.87 (d, J = 3.0 Hz, 2H), 7.49 (d, J = 8.5 Hz, 1H), 7.43 
– 7.42 (m, 1H), 7.41 (dd, J = 3.2, 1.0 Hz, 1H), 7.34 (d, J = 8.5 Hz, 1H), 7.31 – 7.28 (m, 3H), 6.92 (d, 
J = 8.5 Hz, 1H), 6.57 (d, J = 15.2 Hz, 1H). 13C NMR (500 MHz, CDCl3) δ: 193.64 (s), 136.36 (s), 
132.06 (s), 131.52 (s), 128.64 (s), 125.42 (s), 123.74 (s), 122.71 (s), 122.44 (s), 118.61 (s), 111.35 (s). 
Molecular Formula C19H14FNO (ESI) Calculated= 291.3189, Observed= 291.3298. 
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(2E,4E)-5-(4-bromophenyl)-1-(1H-indol-3-yl)penta-2,4-dien-1-one (CD10): 1H NMR (500 MHz, 
CDCl3) δ: 8.79 (s, 1H), 8.51 – 8.28 (m, 1H), 7.87 (d, J = 3.0 Hz, 2H), 7.55 – 7.38 (m, 3H), 7.36 – 
7.28 (m, 4H), 6.92 (d, J = 8.5 Hz, 1H), 6.57 (d, J = 15.2 Hz, 1H). 13C NMR (500 MHz, CDCl3) δ: 
193.64 (s), 136.36 (s), 132.06 (s), 131.52 (s), 128.64 (s), 125.42 (s), 123.74 (s), 122.71 (s), 122.44 
(s), 118.61 (s), 111.35 (s). Molecular Formula C19H14BrNO (ESI) Calculated= 352.2245, Observed= 
352.2298. 
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(2E,4E)-1-(1H-indol-3-yl)-5-(4-methoxyphenyl)penta-2,4-dien-1-one (CD11): 1H NMR (500 MHz, 
CDCl3) δ: 7.77 – 7.68 (m, 2H), 7.59 (dd, J = 18.3, 5.0 Hz, 2H), 7.47 (t, J = 8.3 Hz, 3H), 7.31 (t, J = 
7.5 Hz, 1H), 7.10 (d, J = 14.9 Hz, 1H), 7.03 (d, J = 15.5 Hz, 1H), 6.94 (d, J = 11.3 Hz, 1H), 6.91 (d, 
J = 8.8 Hz, 2H), 3.84 (s, 3H). 13C NMR (500 MHz, CDCl3) δ: 193.68 (s), 136.43 (s), 131.72 (s), 
125.45 (s), 123.64 (s), 122.62 (s), 122.37 (s), 118.47 (s), 111.46 (s), 27.61 (s). Molecular Formula 
C20H17NO2 (ESI) Calculated= 303.3544, Observed= 303.3598. 
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(2E,4E)-5-(4-fluorophenyl)-1-(thiophen-2-yl)penta-2,4-dien-1-one (CD12): 1H NMR (500 MHz, 
CDCl3) δ: 8.83 (s, 2H), 8.42 – 8.36 (m, 2H), 7.87 (d, J = 3.0 Hz, 2H), 7.45 – 7.39 (m, 2H), 7.30 (d, 
J = 1.4 Hz, 1H), 7.29 (s, 1H), 7.28 (d, J = 1.5 Hz, 1H). 13C NMR (500 MHz, CDCl3) δ: 193.65 (s), 
136.37 (s), 131.59 (s), 125.42 (s), 123.74 (s), 122.71 (s), 122.43 (s), 118.59 (s), 111.36 (s). 
Molecular Formula C15H11FSO2 (ESI) Calculated= 258.3106, Observed= 258.3098. 
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(2E,4E)-5-(4-bromophenyl)-1-(thiophen-2-yl)penta-2,4-dien-1-one (CD13): 1H NMR (500 MHz, 
CDCl3) δ: 7.79 (d, J = 3.8 Hz, 1H), 7.67 (d, J = 3.9 Hz, 1H), 7.64 – 7.57 (m, 1H), 7.50 (d, J = 8.5 
Hz, 2H), 7.36 (d, J = 8.5 Hz, 2H), 7.19 – 7.15 (m, 1H), 7.01 (d, J = 14.7 Hz, 2H), 6.97 (d, J = 6.3 
Hz, 1H). 13C NMR (500 MHz, CDCl3) δ: 182.00 (s), 145.56 (s), 143.54 (s), 140.54 (s), 135.03 (s), 
133.80 (s), 132.06 (s), 131.61 (s), 128.67 (s), 128.25 (s), 127.33 (s), 125.55 (s), 123.26 (s). 
Molecular Formula C15H11BrSO (ESI) Calculated= 319.2162, Observed= 319.2198 
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(2E,4E)-5-(4-methoxyphenyl)-1-(thiophen-2-yl)penta-2,4-dien-1-one (CD14): 1H NMR (500 MHz, 
CDCl3) δ: 7.78 (d, J = 3.8 Hz, 1H), 7.68 – 7.58 (m, 2H), 7.45 (d, J = 8.7 Hz, 2H), 7.19 – 7.13 (m, 
1H), 7.02 – 6.84 (m, 5H), 3.84 (s, 3H). 13C NMR (500 MHz, CDCl3) δ: 182.15 (s), 160.66 (s), 
145.83 (s), 144.62 (s), 142.01 (s), 133.42 (s), 131.33 (s), 128.91 (d, J = 11.6 Hz), 128.16 (s), 124.62 
(s), 123.86 (s), 114.36 (s), 55.38 (s). Molecular Formula C16H14SO2 (ESI) Calculated= 270.3461, 
Observed= 270.3498. 
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(2E,4E)-1-(5-bromothiophen-2-yl)-5-phenylpenta-2,4-dien-1-one (CD15): 1H NMR (500 MHz, 

CDCl3) δ: 7.62 (dd, J = 14.8, 10.1 Hz, 1H), 7.51 (dd, J = 9.1, 5.6 Hz, 3H), 7.41 – 7.32 (m, 3H), 7.13 

(d, J = 4.0 Hz, 1H), 7.03 (dd, J = 18.8, 12.8 Hz, 2H), 6.89 (d, J = 14.8 Hz, 1H). 13C NMR (500 MHz, 

CDCl3) δ: 180.95 (s), 147.22 (s), 144.59 (s), 142.61 (s), 136.00 (s), 131.41 (d, J = 19.4 Hz), 129.41 

(s), 128.90 (s), 127.38 (s), 126.53 (s), 123.86 (s), 122.55 (s). Molecular Formula C15H11BrSO (ESI) 

Calculated= 319.2162, Observed= 319.2199. 
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(2E,4E)-1-(5-bromothiophen-2-yl)-5-(4-fluorophenyl)penta-2,4-dien-1-one (CD16): 1H NMR (500 
MHz, CDCl3) δ 7.60 (dd, J = 14.8, 10.8 Hz, 1H), 7.51 (d, J = 4.0 Hz, 1H), 7.48 (dd, J = 8.7, 5.4 Hz, 
2H), 7.13 (d, J = 4.0 Hz, 1H), 7.07 (t, J = 8.6 Hz, 2H), 6.99 (d, J = 15.5 Hz, 1H), 6.90 (dd, J = 22.1, 
12.8 Hz, 2H). 13C NMR (500 MHz, CDCl3) δ 180.88 (s), 164.33 (s), 162.33 (s), 147.17 (s), 144.36 
(s), 141.18 (s), 132.26 (d, J = 3.3 Hz), 131.50 (s), 131.34 (s), 129.08 (d, J = 8.1 Hz), 126.28 (d, J = 
2.2 Hz), 123.88 (s), 122.61 (s), 116.09 (s), 115.92 (s). Molecular Formula C15H10BrFSO (ESI) 
Calculated= 337.2067, Observed= 337.2098 
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(2E,4E)-5-(4-bromophenyl)-1-(5-bromothiophen-2-yl)penta-2,4-dien-1-one (CD17): 1H NMR (500 
MHz, CDCl3) δ: 7.62 – 7.55 (m, 1H), 7.51 (d, J = 12.3 Hz, 3H), 7.36 (d, J = 8.5 Hz, 2H), 7.13 (d, J 
= 4.0 Hz, 1H), 6.98 – 6.95 (m, 2H), 6.89 (d, J = 14.8 Hz, 1H). 13C NMR (500 MHz, CDCl3) δ: 
180.83 (s), 147.11 (s), 144.06 (s), 141.01 (s), 134.92 (s), 132.09 (s), 131.57 (s), 131.36 (s), 128.71 
(s), 127.15 (s), 124.38 (s), 123.43 (s). Molecular Formula C15H10Br2OS (ESI) Calculated= 
398.1123, Observed= 398.1098. 
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(2E,4E)-1-(5-bromothiophen-2-yl)-5-(4-methoxyphenyl)penta-2,4-dien-1-one (CD18) : 1H NMR 
(500 MHz, CDCl3) δ: 7.62 (dd, J = 14.4, 11.1 Hz, 1H), 7.51 (d, J = 4.0 Hz, 1H), 7.44 (dd, J = 12.4, 
6.4 Hz, 2H), 7.11 (dd, J = 12.5, 4.0 Hz, 1H), 7.00 (d, J = 15.5 Hz, 1H), 6.92 – 6.89 (m, 2H), 6.84 (d, 
J = 14.7 Hz, 2H), 3.84 (s, 3H). 13C NMR (500 MHz, CDCl3) δ: 182.15 (s), 160.66 (s), 145.83 (s), 
144.62 (s), 142.01 (s), 133.42 (s), 131.33 (s), 128.91 (d, J = 11.6 Hz), 128.16 (s), 124.62 (s), 123.86 
(s), 114.36 (s), 55.38 (s). Molecular Formula C16H13BrSO2 (ESI) Calculated= 349.2422, Observed= 
349.2399 
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Figure S1. Representation of 3D-interactions of CD14 and CD11 in binding pocket of MAO-B 


