(2E)-2-[1-(1,3-Benzodioxol-5-yl)-3-(1H-imidazol-1-yl)Propylidene]-N-(2-chlorophenyl) Hydrazine
Carboxamide: Synthesis, X-ray Structure, Hirshfeld Surface Analysis, DFT Calculations, Molecular
Docking and Antifungal Profile

Reem I. Al-Wabli *, Alwah R. Al-Ghamdi !, Suchindra Amma Vijayakumar Aswathy 2, Hazem A.
Ghabbour 3, Mohamed H. Al-Agamy *°, Issac Hubert Joe 2 and Mohamed I. Attia %%,

! Department of Pharmaceutical Chemistry, College of Pharmacy, King Saud University, P.O. Box 2457,

Riyadh 11451, Saudi Arabia; toto24se@hotmail.com

Center for Molecular Biophysics Research, Mar Ivanios College, Nalanchira, Thiruvanthapuram-695015,

India; aswathyrs86@gmail.com (S.V.A.); hubertjoe@gmail.com (I.H.].)

3 Department of Medicinal Chemistry, Faculty of Pharmacy, Mansoura University, Mansoura 35516, Egypt;
aswathyrs86@gmail.com

4 Department of Pharmaceutics, College of Pharmacy, King Saud University, P.O. Box 2457, Riyadh 11451,

Saudi Arabia; malagamy@KSU.EDU.SA

Microbiology and Immunology Department, Faculty of Pharmacy, Al-Azhar University, Cairo 11884,

Egypt

Medicinal and Pharmaceutical Chemistry Department, Pharmaceutical and Drug Industries Research

Division, National Research Centre (ID: 60014618), El Bohooth Street, Dokki, Giza 12622, Egypt

* Correspondence: ralwabli@KSU.EDU.SA (R.I.A.); Tel +966-11-805-2620 (R.I.A.); mattia@ksu.edu.sa (M.L.A.);
Tel +966-146-77337 (M.LA.)

1.8

R’=0.97233

—
(=)}
1

—_
N
1

—
]
1

Experimental bond length (A)

0.8 -

. T .
1.0 1.2 14 1.6
Computational bond length (A)

Figure S1. Correlation plot for calculated and experimental bond lengths of semicarbazone 4.
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Figure S2. '"H NMR spectrum of the semicarbazone 4.
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Figure S3. Enlarged part of the '"H NMR spectrum of the semicarbazone 4.
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Figure S4. °C NMR spectrum of the semicarbazone 4.



