molecules

New Mononuclear and Binuclear Cu(II), Co(II), Ni(II),
and Zn(II) Thiosemicarbazone Complexes with Potential
Biological Activity: Antimicrobial and Molecular
Docking Study

Ahmed Gaber 12, Moamen S. Refat 3°, Arafa A.M. Belal 4, Ibrahim M. El-Deen ¢, Nader Hassan ¢, Rozan
Zakaria 4, Majid Alhomrani 25, Abdulhakeem S. Alamri 25, Walaa F. Alsanie 25 and Essa M. Saied 67

1 Department of Biology, College of Science, Taif University, P.O. Box 11099, Taif 21944, Saudi
Arabia

2 Center of Biomedical Sciences Research, Taif University, P.O. Box 11099, Taif 21944, Saudi
Arabia

3 Department of Chemistry, College of Science, Taif University, P.O. Box 11099, Taif 21944,
Saudi Arabia

¢ Department of Chemistry, Faculty of Science, Port Said University, Port Said 42511, Egypt

5 Department of Clinical Laboratory Sciences, College of Applied Medical Sciences, Taif
University, P.O. Box 11099, Taif 21944, Saudi Arabia

¢ Chemistry Department, Faculty of Science, Suez Canal University, P.O. Box 41522, Ismailia
42524, Egypt

7 Institute for Chemistry, Humboldt Universitat zu Berlin, Brook-Taylor-Str. 2, 12489 Berlin,
Germany



\

*d molecules MDPL

™
™ N A SOOI CONTOD WO [~ — M0
- A HOL OLYLOULMHSITNLMOWOWS 40O O o o — O~
. AN AT OO NN A A MNONN©O@OM w M NN
— . L e s LT e e s L
= OO0 CTOYOYWOOWY st MOM M ™~ L B B |
Facuby of Pharmacy
NAME Ibrahim mohy T-2-R proton
EXPNO 10
PROCNC 1
F2 - Acquisition Parameters
Date_ 20190112
Time 11.14 h
INSTRUM spect
PROBHD 2108618_0945 (
PULPROG zg30
TD 65536
SOLVENT DMSO
NS 16
Ds 2
SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 48.16
DW 62.400 usec
b= 6.50 usec
TE 293.5 K
D1 1.00000000 sec
TDO 1
sFol 400.2024712 Miz
NUC1 1H
Pl 13.50 usec
PLW1l 13.00000000 w
F2 - Processing parameters
sI 65536
SF 400.2000000 MiH=z
WDW EM
8SB 0
1B 0.30 Hz
GB o
PC 1.00
) L Ul _
T T T T T T T T T T T T T
12 1 10 1 ppm

Figure S1: 'H-NMR spectrum of the MTSC ligand in DMSO-ds solvent.
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Figure S2: 'H-NMR spectrum of the [Zn(MTSC)(NHs)(CI)].3H20 (14) in DMSO-ds solvent.
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Figure S3: "TH-NMR spectrum of the [Zn:(MTSC)(NHz)3(Cl)2].2H20 (15) in DMSO-ds solvent.
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Figure S4: TG curves of Co(II) complexes 8 (a) and 9 (b).
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Figure S5: TG curves of Ni(Il) complexes 10 (a) and 11 (b).
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Figure S6: TG curves of Cu(Il) complexes 12 (a) and 13 (b).
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Figure S7: TG curves of Zn(II) complexes 14 (a) and 15 (b).
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