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Figure S1. Representations of compound 7 in complex with human AChE (PDB ID: 4EY7). (A) 3D
representation of the binding pose. The hydrophobic surfaces of the interacting residues are shown
in blue relief. Hydrogen bonds and m-halogen interactions are depicted with green and purple
dotted lines, respectively; (B) Schematic representation of the binding interactions. Hydrogen bonds
and 7-mt stacking interactions are depicted with black and green dotted lines, respectively. The green
curve represents other non-polar interactions.
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Figure S2. Representations of compound 13 in complex with human AChE (PDB ID: 4EY7). (A) 3D
representation of the binding pose. The hydrophobic surfaces of the interacting residues are shown
in blue relief. Hydrogen bonds and m-halogen interactions are depicted with green and purple
dotted lines, respectively; (B) Schematic representation of the binding interactions. Hydrogen bonds
and 7-mt stacking interactions are depicted with black and green dotted lines, respectively. The green
curve represents other non-polar interactions.
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Figure S3. Representations of compound 14 in complex with human AChE (PDB ID: 4EY7). (A) 3D
representation of the binding pose. The hydrophobic surfaces of the interacting residues are shown
in blue relief. Hydrogen bonds and m-halogen interactions are depicted with green and purple
dotted lines, respectively; (B) Schematic representation of the binding interactions. Hydrogen bonds
and m-t stacking interactions are depicted with black and green dotted lines, respectively. The green

curve represents other non-polar interactions.
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Figure S4. 'H-NMR and *C-NMR spectra of 4-Bromo-2"-hydroxychalcone (3).
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Figure S5. Cont.
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Figure S5. '"H-NMR and ®C-NMR spectra of 2-Bromo-2'-hydroxychalcone (7).
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Figure S6. Cont.
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Figure S6. 'H-NMR and "3C-NMR spectra of 3,5-Dichloro-2,2’-dihydroxychalcone (8).
("_\; M 0T O 0T — ™ wnn N — 00w
&l Roargens HY Gw M oo o
‘ lll | A l
1 I T T 1 T T T ) 1 1 1
14 13 12 11 10 9 8 T 6 4 3 ppm
i @ 8 &

Figure S7. Cont.



Molecules 2016, 21, 955; doi:10.3390/molecules21070955 S6 of S6

0 oe = POU-THE =
@ TOR ® N PELN=D - oun on oconumm—
© row = b 0igeHNID < o ®o NGwborR®
o son © COINOTT 5 B b 20 oomrwBT
o @ - G oorOTn y- i e = I R
L) oo D nReNNNY ° o = wd ocodopoa
o °2 e R LR ChLps kAL - o0 DD TTIOOOO
T T T T T T T T T T T T T T T T T T T T T T T T T
200 150 100 50 [ ppm

Figure S7. "H-NMR and *C-NMR spectra of 3,5-Dichloro-2,2"-dihydroxy-4',6'-dimethoxychalcone (14).



