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Sl Figure 1. The two-dimensional fingerprint plots showing the percentage of contacts found by Hirshfeld
surface analysis of m'CNpCHa. The contacts are shown from left to right: all, H---C (35.8%), H---H
(33.5%), H--*N (14.8%), and H---O (9.2%). These four contacts make up 93.3 % of the total. Not pictured
are the fingerprint plots showing the less prominent C---C (4.1%), C---O (1.9%), N---N (0.5%), N---C
(0.3%) contacts. For reference, the percentage contributions of the m’CNpCHjs intermolecular contacts
to the total Hirshfeld surface are: C---H/H---C (35.8%), H---H (33.5%), N---H/H---N (14.8%), O---H/H---O
(9.2%), C---C (4.1%), O---C/C---O (1.9%), N--*N (0.5%), C---N/N---C (0.3%).
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Sl Figure 2. The two-dimensional fingerprint plots showing the percentage of contacts found by Hirshfeld
surface analysis of m'CNpCHa. The contacts are shown from left to right, all, H---H (36.8%), H---C
(32.2%), H---Br (15.1%), and H---O (9.1%). These four contacts make up 93.2 % of the total. Not
pictured are the fingerprint plots showing the less prominent C---C (3.4%), C---O (1.9%), Br---Br (1%),
Br---C (0.5%) contacts. For reference, the percentage contributions of the m'BrpCHs intermolecular
contacts to the total Hirshfeld surface are: H---H (36.8%), C---H/H---C (32.2%), Br---H/H---Br (15.1%),
O--*H/H---0 (9.1%), C---C (3.4%), O---C/C---O (1.9%), Br---Br (1%), C---Br/Br---C (0.5%).



Sl Table 1: H «+« O Close Contact Distances (Dolomanov et al., 2009). The symmetry codes apply to
those molecules interacting with the asymmetric unit. Symmetry Codes m’CNpCHea: (i) x, 1+y, z; (i) -x, 1-y, 1-z;
(iii) 1-x, 1-y, 1-z. Symmetry Codes m’'BrpCHs: (i) 1+x, y, z; (ii) 1-x, 2-y, 1-z; (iii) 1-x, 1-y, 1-z.

m’CNpCH; Interactions | Distance (A) | m’BrpCH;sInteractions | Distance
(A)
O1 es HY 3.0903 (7) O1 es HY 2.7778 (13)
01 es H2 2.8264 (8) 01 s H2 2.9188 (13)
O1 = H15 2.7457 (7) O1 = H15 3.1689 (14)
C9-H9 e« O1' 3.3415 (7) C9-H9 e¢ O1' 3.1147 (15)
C15-H15 ++ O1i 3.1099 (8) C15-H15 += O1i 3.0001 (14)
List of Symmetry Operators
m’'BrpCHs
Number | Symm. Op. Description Detailed Description | Order | Type
1 X,Y,Z Identity Identity 1 1
2 -X,-Y,"Z Inversion center | Inversion at[0,0,0] | 2 -1
m’'CNpCHj;
Number | Symm. Op. Description Detailed Description Order | Type
1 X,Y,Z Identity Identity 1 1
2 -x,1/2+y,1/2- | Screw axis (2- 2-fold screw axis with direction [0, 1, 0] at 0, y, 1/4 with 2 2
z fold) screw component [0, 1/2, 0]
3 -X,7Y,-Z Inversion center Inversion at [0, 0, 0] 2 -1
4 x,1/2- Glide plane Glide plane perpendicular to [0, 1, 0] with glide component [0, 0, 1/2] 2 -2
y,1/2+z

IUPAC Names

4-cyano-2'-fluorochalcone (LERXOW): 3-(4-Cyanophenyl)-1-(2-fluorophenyl)prop-2-en-1-one
4-cyano-4'-diethylaminochalcone (NAWCEU): 4-((1E)-3-(4-(diethylamino)phenyl)-3-oxoprop-1-
enyl)benzonitrile

3’-cyano-4-methylchalcone: 3-[(2E)-3-(4-methylphenyl)prop-2-enoyl] benzonitrile

4’-bromo-4-methylchalcone (IZEPOI): 1-(4-Bromophenyl)-3-(4-methylphenyl)prop-2-en-1-one
3’-bromochalcone (CICLUW): (2E)-1-(3-Bromophenyl)-3-phenylprop-2-en-1-one
3-bromo-4'-methylchalcone (IGAPAI): (2E)-3-(3-Bromophenyl)-1-(4-methylphenyl)prop-2-en-1-one
3’-bromo-4-methylchalcone: (2E)-1-(3-bromophenyl)-3-(4-methylphenyl)prop-2-en-1-one
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Sl Figure 3. 'H NMR spectrum of the material used for crystallization of m'BrpCHs;. Note the residual
CHCIs (7.26 ppm), H20 (1.6 ppm), and TMS (0.0 ppm). Integrated signals are for m’BrpCHs.
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Sl Figure 4. '"H NMR spectrum of the material used for crystallization of mCNpCHs. Note the residual
CHCI; (7.26 ppm), H20 (1.6 ppm), and TMS (0.0 ppm). Integrated signals are for mCNpCHs.



