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Table S1  Geometric parameters [A, °] of aromatic n-r interactions.
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Structure Interaction Cg(l)-Cg(d) @ Cg(Dpen ~ CY(perp  Slippage
MIC Cg(1)--Cg(1)  3.663(2) 0.0(3) 3311(2)  3311(2) 1566
Cg(2)--Cg(3)" 3.826(2) 6.2(2) 3580(1)  3491(1) 1565
Cg(2)--Cg(3) 3.934(2) 6.2(2) 3601(1)  3.686(1)  1.373
MIC-EtOH  Cg(2)--Cg(2)i  4.098(1) 0.0(2) 3.606(1)  3.606(1)  1.947
Cg(3)--Cg(3)  3.847(1) 0.0(2) 3474(1)  3474(1)  1.653
Cg(3)--Cg(3)"  4.460(1) 0.0(1) 3.638(1)  3.638(1) 2581
MIC-05H.0 Cg(3)--Cg(6)" 3.946(2) 6.0(1) 3704(1)  3.739(1)  1.262
Cy(3)--Cy(6)’  4.136(2) 6.0(2) 3.655(1)  3.706(1)  1.835

Symmetry codes: MIC (iii) —x+2, -y, —z+1; (iv) X, —y+1/2, z+1/2; (V) x+1, —y+1/2, z+1/2; MIC-EtOH (i) x+1, y,
z; (i) —x+1, -y, —=z; (iii) —x+2, —y+1, —z+1; (iv) —x+1, —y+1, —z+1; MIC-0.5H,0 (iv) x—1, Y, z; (V) X2, Y, z.

Cg(l)---Cg(J) — distance between ring centroids; o - dihedral angle between planes | and J; Cg(1)per, and Cg(J)perp

- (interplanar spacing) perpendicular distance of Cg(l) on ring J and Cg(J) on ring I, respectively; slippage -

distance between Cg(l) and perpendicular projection of Cg(J) on ring .

Cg(1) and Cg(4) (in molecule B) — a centre-of-gravity of imidazole ring; Cg(2) and Cg(5) (in molecule B) —a

centre-of-gravity of the phenyl ring (C6-C11); Cg(3) and Cg(6) (in molecule B) - a centre-of-gravity of the

phenyl ring (C13-C18).
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Figure S1 Hirshfeld surface with dnorm mapped on it and the corresponding fingerprint plot for three
forms of miconazole (MIC, MIC-EtOH, MIC-0.5H,0).



Acta Cryst. (2022). C78, https://doi.org/10.1107/S2053229622004909 Supporting information, sup-3

hydrogen-bonded layer ac

Xl ) \;’ ) ?
‘l' 4 v ',x‘f‘\ ,‘,)
N ks o
S ¢ v v AEEN
‘l' ) “i‘x'f‘~ ,3’)
, 29, ) . ‘ & % .
> WIS NI
) 265 ¥ ¢
. '} W . . 3 % .
G 7 T ¢ § A 2N 2
i B F
a b

Figure S2 Diagram of the electrostatic energy (red) (a) and hydrogen-bonded layer-motifs (b) for
MIC-0.5H,0 (viewed along the ¢ axis). Energy tube scale factor of 80 and an energy threshold of 20

kJ mol ™ were used.

hydrogen-bonded chain
running along the a axis

Figure S3 Diagram of the electrostatic energy (red) (a) and hydrogen-bonded chain-motifs (b) for
MIC-EtOH (viewed along the a axis). Energy tube scale factor of 80 and an energy threshold of 20 kJ

mol*were used.
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Final Cartesian coordinates (X, Y, Z in A) for the gas-phase structure of miconazole
(MIC-opt) optimized at the B3LYP/6-311++G(3df,3pd) level of theory.



